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A method for performing restrained dynamics docking of one or multiple 
substrates on multi-specific enzymes 

5 The present invention relates to a method for performing restrained dynamics 
docking of one or several substrates having allosteric or synergistic effect on 
enzymes presenting multispecific and flexible active site. It also concerns a method 
for determining the 3D-structure of active sites that are flexible and can adapfto 
different substrates, which is the case for multispecific enzymes such as cytochrome 

10 P450. 

Background 

As of today, various computer graphics systems allow to generate molecular models 
15 of large molecules such as proteins from the PDB structural data obtained using X- 
ray crystallography and NMR. We can cite for example MODELLER, 
MATCHMAKER (Tripos), or 3D graphical environments for molecular modeling 
such as SYB YL (Tripos) or INSIGHT II (Accelrys). 

20 Substrates as well as inhibitors or agonists often act by binding to particular regions 
of an enzyme or receptor referred as the active site. In industry, the purpose of using 
these 3D models is to assess the main features of the molecules which are involved 
in the binding to the active site. New molecules that fit the active site can be 
designed. 

25 

Biological interactions are not possible without flexibility and motion. The 
molecular dynamics simulations which recreate the successive events in the binding 
process of a molecule and thermodynamic parameters implicated in such process is 
therefore of great interest in the design of active molecules. 

30 

Nevertheless, the methods proposed in the art are based on a relatively low level of 
calculations of few parameters. It relies only on the molecule energy constrained 
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with a fixed geometry. It relies only on the interaction energy between the molecule 
and the active site frozen in a fixed geometry 

Consequently, there is a need for a model replicating in silico the natural process of 
5 molecular interactions. 

The method according to the invention provides both minimizations and molecular 
dynamics calculations. More specifically, it provides a new approach which is more 
appropriate to flexible structures, hereafter referred as "restrained dynamics 
10 docking" or "soft-restrained restrained dynamics docking". This technique employs 
constrained dynamics simulations, where the only constraints are active site- 
substrate distances. 

For example, to explain and predict drug metabolism in organisms, in which the 
15 cytochrome P450 (CYP) superfamily of haem-thiolate enzymes plays a central role, 
it is of large interest to dispose of a molecular picture of the binding sites 
responsible for the biotransformation. Efficiency of the prediction is then directly 
related to the molecular precision of the model, which resolution must be obtained 
at the atomic level to exploit the model for further docking studies. 

20 

In mammalian, hepatic cytochrome P450s constitute the major enzymes involved in 
the metabolism of exogenic compounds. Among them, isozymes of the CYP3 
family (such as CYP3A1 and 3A2 in rat, and CYP3A4 in human) are known to 
metabolize the majority of drugs in clinical use. These are multi-specific enzymes, 

25 able to metabolize a large variety of structurally diverse chemicals, generally fairly 
lipophilic, within a broad range of molecular sizes from testosterone (Mw 288) to 
cyclosporin A (Mw 1203). Consequently, any molecular model describing correctly 
the multiple substrate specificity (that takes into account large variations in 
molecular size and chemical structures), and substrate cooperativity effects within 

30 the active site (when two or more drugs interact), is of considerable scientific and 
industrial interest Such a molecular model must be able to rationalize the binding 
of the diverse known substrates, and the orientations of the molecules in the binding 
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site that account for their known positions of metabolism (such as N- 
demethylations, benzylic hydroxylations etc.). 

As no high-resolution 3D structure of CYP3A is today publicly available, due to 
5 continuing difficulties in promoting crystallization of intrinsic membrane proteins 
or due to an unusual conformational flexibility that would explain how CYP3A4 
can accommodate various substrates, it is necessary to rebuild a 3D model structure, 
integrating the known biochemical data of CYP3A4 and the structural data of other 
members of the CYP superfamily. X-ray crystallographic determinations of several 
10 bacterial P450 enzymes in the 1990s (see table 1 for a summary of structural data) 
have stimulated numerous attempts in modeling microsomal P450S such as human 
CYP3A4. The chapter 6 of the book "Guide to Cytochromes P450: structure and 
function" written by David F.V. Lewis reviews the current status of structural and 
modeling investigations of the P450 family (Lewis 2001). This review was however 
15 written just before the release of the first mammalian P450 structure (2C5), still 
today the only one mammalian template available. 



Table 1 



CYP isoform 


PDBcode < 
fresoL) 


Organism 


Function 1 


No of 1 
residues 


Reference 


crystallized 

P450 cam 

(complexed by 
CO+camphor) 


3cpp 
(1.9 A) 


Pseudomonas 
Putida 


Camphor 
Monooxygenase 


414 


(Poulos et al. 
1985) 
(Raag and 
Poulos 
1989) 


P450 terp 


Icpt 

(23 A) 


Pseudomonas 
sp. 


Alpha-terpineol 
hydroxylation 


412 


(Hasemannet al. 
1994) 


P450 BM3 


2hpd 
(2 A) 


Bacillus 
megaterium 


Fatty acid 
monooxygenase 


471 


"iHavichandran 
etal. 1993) 


P450 eryF 
(6-deoxyerythro 
-nolide B bond) 


loxa 
(2.1 A) 


Saccharopolyspora 
erythraea 


Erythromycin 
biosynthesis 6S- 
hydroxylation of 6- 
deoxyerythronolide 
B 


403 


(Cupp-Vickery 
and 

Poulos 1995) 


P450 nor 


Irom 
(2 A) 


Fusarium oxysporum 

(denitrifying 

fungus) 


Nitric Oxide 
Reductase 


403 


(Park etal. W9) 


P450 2C5 


1dt6 
(3 A) 


(membrane-type 

Mammalian) 

Rabbit 


Progesterone 21- 
Hydroxylase 


489 


(Williams et al. 
2000) 


P450CYP119 

4-Phenylirnidazote 


lf4t 

(1.93 A) 


Sulfobolus 
Solfactaricvs 
Thermophilic bact. 


unknown 


368 


(Yano et al. 
2000) 



Bond 

P450 CYP51 


1e9x 
(2.1 A) 


Mycobacterium 
Tuberculosis 


14 a-sterol 
demethylase 


455 


(Podust et aL. 
2001) 


4-PhenyHmidazole 
Bond 
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Table 1: the eight X-ray crystal structures of P450s available in 2002: six bacterial, 
one fungal (P450 nor), one mammalian (CYP2C5). The P450 cam , P450, e ,p, P450 eiyF , 
P 45 0nor belong to class I P450s enzymes, whereas P450 BM3 belongs to class II 
enzymes, like microsomal enzymes CYP2C5 and 3A4. P450 BM3 structure is 
therefore a priori more relevant to rebuilding a structural model of CYP3A4, but 
since the CYP2C5 X-Ray structure has been released, it became obvious that the 
structural homology between the other bacterial enzymes and microsomal enzymes 
was better than expected from the poor homology of primary structure (< 20%). 
Then, the relevance of using class I and class II structures together for rebuilding 
models of class II P450s was no more questionable. The structural model of human 
CYP3A4 described in the present work was rebuilt using the six first structures 
listed above, with no preference in the structural alignment The two last bacterial 
structural sets CYP51 and CYP119 were not incorporated into the modeling 
process. 



All the proposed models of CYP3A4 obtained by homology modeling are thus so 
far based on bacterial crystal structure templates: the first was proposed by 
Ferenczy and Morris and used the X-ray structure of bacterial P450 cara as unique 
20 template structure (Ferenczy and Morris 1989). Another model was built later by 
David F.V. Lewis, using also a unique template structure, the P450 BM 3 structure, 
which was supposed to be more relevant as a template since this P450 was the only 
one class II enzyme with known three-dimensional structure (Lewis et al. 1996). A 
third model, based on a multiple structure template, was built by Szklarz and 
25 Halpert, using the four first X-ray crystal structures available P450 cam , P450 te ,p, 
P450ery F , and P450 BM 3. This four-bacterial template approach strategy is closer to 
our rebuilding strategy, but was still missing some relevance in the absence of a 
mammalian template. In our hands, the incorporation of the mammalian 2C5 crystal 
structure into rebuilding steps of models of cytochrome P450 3A4 proved to be 
30 decisive. Inclusion of 2C5 crystal structure had indeed a profound effect on the 



structural alignment with the five non-mammalian structures, resulting in a different 
topology of the active site and a marked divergence between the model and each 
individual template. The advantage of our multiple-template approach resides 
essentially in the availability of a final template that can be used to rebuild various 
5 mammalian cytochromes P450. 

More recently, two new bacterial P450 crystal structures emerged in the literature 
(also listed in table 1): CYP51 (PDB code le9x), from Mycobacterium tuberculosis, 
that catalyzes the oxidative removal of 14a-methyl group from sterol precursors in 
10 sterol biosynthesis in yeast and fungi (ergosterol), plants (phytosterol) and 
mammals (cholesterol), for its potential in the design of antifungal agents (Podust et 
al. 2001). And CYP119 (PDB code lf4t), from the thermophilic archaeon 
Sulfolobus solfataricus, the first P450 identified in Archaea, for its interest in 
understanding the enhanced thermal stability of the structure, especially in the 
15 region of the active site (Yano et al. 2000). Those two structures have been shown 
to exhibit the typical bacterial P450 fold, with some exceptions in the topology. 
They have not been included as structural templates in the modeling steps of the 
present model. The names of newly discovered P450s follow the now accepted 
nomenclature of David R. Nelson (Nelson 1999). 

20 

The protein databank (Brookhaven Protein Databank, http;//www.rcsb.org/pdb/) 
currently indicates that there are 76 separate crystal structures available for the eight 
crystallized P450s, plus 7 crystal structures on hold (Sept 1 st , 2002), the majority of 
which containing either bond substrates or inhibitors. Table 1 provides the relevant 
25 information about the structural templates used for human CYP3A4 model 
rebuilding. The idea behind homology modeling is that proteins belonging to the 
same functional class and showing a strong sequence similarity, adopt a similar fold 
(review in (Hilbert et al. 1993)). Known analogous structures are then used to 
generate a template or parent structure for the unknown protein to be modeled. The 
30 reliability of the various methods employed depend mostly on the number of 
experimental 3D structures that can be aligned. Knowing that for pairs of distantly 
related proteins (with residue identity of about 20%) the regions having the same 
fold will represent less than half of each molecule, the regions where the folds differ 



6 



10 



will predominate, and the divergence of sequence must be compensated by a higher 
number of homologous proteins to align (Chothia and Lesk 1986). Below 50% of 
sequence identity, the deviation in structurally not conserved regions becomes 
significant, and loop regions are difficult to predict. It is generally accepted that 
below 20% of sequence identity, the prediction turns out to be hazardous, and fold 
assignment methods are best replaced by ab initio methods, that ideally attempt to 
predict the native structure only from the primary sequence of the protein to be 
modeled. But produced models so far had the correct fold for only a few small 
protein domains (Sanchez et al. 2000). 

Model rebuilding 

The strategy of model rebuilding in the case of the P450 family is strongly driven 
by the low degree of homology between bacterial and mammalian cytochrome 
P450s (table 2). 



15 



PDB 
code 


Swiss-Prot 
entry name 


CP34_ < 
HUMAN 


:P51_ 
MYCTU 


0PXW_ 1 
SULSO 


CPC5_ < 
RABIT 


:pxa_ ( 

PSEPU 


:pxu_ < 

PSESP 


CPXB. < 
BACME 


:pxj_ i 

SACER 


FUSOX 


n.s. 


CP34_HUMA 
N 


fi 


















1E9X 


CP51J/IYCTU 
(CYP51) 


22.30% 


















1F4T 


CPXW.SULS 
0(CYP119) 


19% 


21% 
















IDT6 


CPC5 RABIT 
(CYP2C5) 


24.80% 


19.40% 


18.5% 


^> - 












3CPP 


CPX/LPSEP 
U(P450cam) 


19.20% 


18.8% 


21.7% 


20% 


/ hi ' 1 










1CPT 


CPXL-PSESP 
(P450terp) 


20% 


23.2% 


26.1% 


20.2% 


24.6% 










2HPD- 
A 


CPXB BACM 
E(P450BM3) 


25.50% 


22.6% 


22.6% 


21% 


20.3% 


23.4% 


Si 

w * 






lOXA 


CPXJ SACER 
(P450eryF) 


21.40% 


22.8% 


28.4% 


18.5% 


22.9% 


25.1% 


19.1% 


IS ' 




1ROM 


NOFLFUSOX 
(P450 nor) 


20.4% 


20.3% 


25.4% 


16.9% 


25.9% 


27.8% 


17.3% 


30% 


.lit 



Table 2: Sequence identities between the various crystallized cytochrome P450s and 
human CYP3A4 (source LALIGN, algorithm of Huang and Miller, published in 
Adv. Appl. Math. (1991) 12:337-357). For P450 BM3, Swissprot code name 
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CPXBJBACME, it corresponds to the fusion of P450 and a Reductase, thus is 
displays twice the number of residues; see http://www.expasv>org/cgi- 
bin/niceprotpi?P14779 

5 Our global scheme, which steps are described hereafter, is founded on a 
combination of methods developed in the literature for different purposes in protein 
structure determination studies. The principle of the primary steps, until the 
generation of a correct alignment of P450 primary sequences, is described in (Jean 
et al. 1997). The last steps are summarized in (Loiseau 2002). 

10 

Identification of common structural blocks (CSBs) between all selected 3D 
structures. 

CSBs define the common local folds which set up the vertebral column of the 
model (results in (Loiseau 2002)). The non conserved regions, that can be parts of 
15 secondary structures or non-structured regions as loops, will be rebuilt with no 
initial structural information. 

Multiple alignment of crystalline P450s, on the basis of CSBs determination: the 
target sequence of human cytochrome P450 3A is aligned against the multiple 

20 alignment obtained from the CSBs of step 1 (with assessment of accuracy using 
online tools of multiple alignment such as CLUSTALW 1.8, etc.). This produces 
the key sequence alignment which allows the generation of the template structure 
used for the rebuilding of the various CYP3 A models. 
1) Generation of distance and dihedral angles constraints. 

252) Selection of rotamers for side chains in CSBs. 

3) Calculation of a set of structures using DYANA software. Loops are rebuilt 
between CSBs. 

4) Structure optimization under XPLOR software. 



30 



8 



15 



Description 

Therefore, in a first aspect, the invention relates to a method for designing a 3- 
dimentional (3-D) model of a protein, the 3-dimentional representation of at least 
5 three family members has already been experimentally obtained, [said 3- 
dimentional representation presenting similarities], comprising the steps of: 

a. identification of common structural blocks (CSB) among said members of said 
family, 

b. alignment of the amino-acids primary sequence of said family members 
10 according to said structural similarities, represented by said CSBs, in order to 

obtained a first alignment 

c. alignment of said protein as compared on said first alignment, in order to obtain a 

second alignment, wherein: 

i. alignment of said protein is performed in order to maximize 
the amino-acids alignment between said protein and said first 
alignment, 

- when one or more consensus amino-acid 
exists in said aligned structural blocs in said 
first alignment, and in the amino-acid 
sequence of said protein, said consensus 
amino-acids are anchors of said second 
alignment, 

ii. no insertion or deletion of amino-acids can be performed in 
the aligned CSBs, wherein insertion or deletions are possible 
in non-aligned structural blocks, if better to align the primary 
amino-acids sequences, 

d. definition of the atomic 3-D structure of structural blocs of said protein, 
according to the 3-D structure of the blocks of said family members, 

e. definition of the local constraints (distance and angles) for the atoms that are not 
30 structurally determined after step d. (that are not in the conserved structural 

blocks), 

f. selection of rotamers, 
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g. determination of a family of whole 3-D model structures of said protein, taking 
into account said atomic 3-D structure of structural blocs obtained in step d„ said 
local constraints defined in step e., and said rotamers defined in step f., 

h. optimization of said family of 3-D models obtained in step g., by 
5 i. discarding sequences that present topological defects, and 

ii. recalculating 3-D structures by taking electrostatic forces into account, 

and performing the method again from step c. downward, with 
modifications in the alignment between the primary sequence of said protein 
and said first alignment, when the obtained model structures do not take 
10 known efficient mutations into account. 

In preferred embodiment, said 3-dimentional representation of family members has 
been obtained by crystallography or NMR- 

The alignment of said common structural blocks in steps b. and c can be performed 
15 by use of the GOK software as described in Jean et al., 1997. 

In addition, step d. is preferably performed according to the following rules: 

i. at a given position, when residues are identical between all the template 
structures and the target sequence, the 3D coordinates of the reference 

20 residues are purely assigned to the target residue, 

ii. When residues differ, only the coordinates of the backbone atoms are 
assigned (Ca), and sometimes Cp when they exist. 

In the above depicted method, the definition of local constraints in step e. is 
25 performed by analysis of the allowed regions in Ramachandran diagram. 

Furthermore, distances and angles are preferably selected in step e. by the following 
rules: 

i. all distances for which the lower bondary was less than 8 A. 

ii. all the distances involving at least one side-chain atom, to 
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preserve the spatial arrangement between CSBs 
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iii. all the distances involving atoms of any active group such as 
an heme group, to fix as much as possible the neighborhood 
of said active group, such as an iron atom 
Angular constraints are preferably selected in step e. by the following rule: 

i. dihedral angles <|> and vy of all residues located in CSBs are 
defined as constraints, given by the average values of 
corresponding <|>, y angles in said family members +/- the 
standard deviation 

To practice the method of the invention, rotamers in step f. can be selected from 
the couples according to the tables of Dunbrack and Karplus and step g. can be 
performed with the DYANA software, as described in Guntert et al, 1997. 
In addition, the optimization in step h. comprises the use of the X-Plor software, 
as described in A. T. Brunger, X-PLOR, version 3.1. A system for X-ray 
crystallography andNMR, Yale University Press, New Haven, CT (1992) and A. 
T. Brunger, Molecular replacement with X-PLOR: PC-refinement and free R 
value. In: Proceedings of the Daresbury Study Weekend on Molecular 
Replacement, Daresbury, United Kingdom (1992), 49-61 . 

The method according to the invention is particularly applicable to a cytochrome 
P450, such as the cytochrome P450 3A4 (SEQ ID N° 1). In this regards, for 
performing the first alignment can be performed using cytochrome P450 family 
members are chosen from Nor, (SEQ ID N° 2), Ery F (SEQ ID N° 3), terp (SEQ 
ID N° 4), Cam (SEQ ID N° 5), BM3 (SEQ ID N° 6) and 2C5 (SEQ ID N° 7). 

In a second embodiment, the invention is directed to a model 3-D structure of a 
protein, obtained by the method as described above and more particularly to the 
cytochrome P450 3A4 model. 

Regarding the P450 3A4 model, the main residues involved in the recognition of 
the substrate are C97; R104; F101; F107; F247; F303 and C376. 
More specifically, R104 allows allows to capture the substrate that is near of the 
entry site and to accompany to the active site. F303 is implicated in the 
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recognition of the substrate in the active site. F107; F247 and F303 are involved 
in the recognition at the modulation site responsible for positive regulation. 
For more details on F 103 see : Domanski, T.L., et al., Analysis of four residues 
within substrate recognition site 4 of human cytochrome P450 3A4: role in 
5 steroid hydroxylase activity and alpha-naphthoflavone stimulation. Arch 
Biochem Biophys, 1998. 350(2): p. 223-32. (mutants 1300, F303, A304, and 
T308). 

10 Features of this model comprise the three dimensional atomic coordinates of 
Table 3, for C-a, and the (<J>, \|/) couples of Table 4. 

In a third embodiment, the invention contemplates a method for designing a 
protein, biological functions of which are altered, comprising: 
15 a) obtaining a 3-D model of said protein by the method of as depeicted above, 

b) analyzing said model of step a., and determining the amino-acids that are 
putatively involved in the biological functions of said protein, 

c) changing said amino-acids by mutating the corresponding nucleotides on the 
nucleic acid sequence coding for said protein, in order to obtain a mutated 

20 protein having altered properties. 

In another embodiment, the invention relates to a computer-assisted method for 
performing restrained dynamics docking of a substrate on an enzyme, a 3-D 
structure of which is available, comprising the steps of 
25 j. determining a force field, and independently simulating the presence of said 
enzyme in said force field, 

k. minimizing the potential energy (Ep) linked to said force field of said 3-D 
structure, wherein the spatial position some atoms of said enzyme is fixed, and 
wherein the other atoms are mobile, by allowing mobility of the mobile atoms, 
30 by 

i. simulating an increase in temperature (in order to give kinetic energy), and 

ii. minimizing the potential energy by re-specifying the temperature as 0 Kelvin 
(K); 
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L optionally repeating step b in order to obtain other Ep minima, wherein said Ep 
minima are such that the structure of the protein remains folded, 
m. minimizing Ep in said force field of said 3-D structure, wherein all the atoms 
of the protein are mobile, by 

i. simulating an increase in temperature (in order to give kinetic energy), and 

ii. minimizing the potential energy by re-specifying the temperature as 0 Kelvin 
(K), 

n. simulating, at 0 K the presence of said substrate next to said enzyme, 

o. optionally generating a dynamic on said substrate and enzyme (simulating an 

increase in temperature, in order to allow mobility of the atoms), 

p. generating some constraints to said substrate, in order to impose that it has 

interaction with said enzyme, 

q. generating a dynamic on said substrate and enzyme, with said constraints 
imposed in step p., 

r. optionally, generating a dynamic on said substrate and enzyme without said 
constraints of step p. 

In this method for performing restrained dynamics docking, said fixed atoms in 
step b. are the backbone atoms N-Ca-CO in the first minimization step and only 
Ca in subsequent minimization steps. 

In addition, kinetic energy is simulated by temperature increase to about 100 K 
for about 5-20 ns. 

The force field in step a. comprises forces linked to 

a. the distance between atoms, 

b. the angles of valence, 

c. the diedric angles, 

d. the deformation with regard to plan, 

e. the electrostatic field, 

f. the Van der Waals forces, 

g. hydrogen bonds. 

The constraints in step p. are attraction constraints to force said substrate in the 
active site, and wherein said constraints are not prejudiced to the exact spatial 
conformation of the substrate in the active site. These constraints are final 
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distance constraints between some atoms of said substrate and some atoms of 
amino-acids present in said active site. 

Preferably, step o. is performed with a simulated temperature of between about 
5 15 and 50 K, step q. is performed with a simulated temperature of between about 
15 and 50 K, and step r. is performed with a simulated temperature of between 
about 200 and 350 K. 

This method is particularly suited for multispecific protein such as a cytochrome 
10 P450. The cytochrome can be cytochrome P450 3A4, and said structure can be 
the structure obtained by the method of the invention described above, in 
particular the model structure defined with the features of Table 3 and 4. 

The substrate can be a small organic compound which size can range for 
15 example from MW 288 (testosterone) to MW 1203 (cyclosporine A). 

In a still another embodiment, the invention is aimed at a computer-assisted 
method for performing restrained dynamics docking of at least two substrates on 
an enzyme, a 3-D structure of which is available, consisting of performing the 
20 steps j, k, 1, m, n, o, p, q and r depicted above with a first substrate and 
repeating said steps with a second substrate when the first substrate reaches an 
unconstrained molecular dynamic. 

The first and second substrates can be the same molecule or different molecules. 
The first and second substrates can display either an allosteric or effect 
25 synergistic effect. 

This method can be practiced with substrates that are inhibitors (competitive, 
uncompetitive, non competitive) or display an inhibitor-base mechanism. It can 
also be practice with an agonist and any molecule interfering with the biological 
30 function of the protein. 
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This method also embraces a successive repeat of the steps j, k, 1, m, n, o, p, q 
and r depicted above with a 3 rd , 4 th or 5 th substrate, some of them being the same 
or different molecules. 

In this method for performing restrained dynamics docking, said fixed atoms in 
step b. are the backbone atoms N-Ca-CO in the first minimization step and only 
Ca in subsequent minimization steps. 

In addition, kinetic energy is simulated by temperature increase to about 100 K 
for about 5-20 ns. 

The force field in step a. comprises forces linked to 

a. the distance between atoms, 

b. the angles of valence, 

c. the diedric angles, 

d. the deformation with regard to plan, 

e. the electrostatic field, 

f. the Van der Waals forces, 

g. hydrogen bonds. 

The constraints in step p. are attraction constraints to force said substrate in the 
active site, and wherein said constraints are not prejudiced to the exact spatial 
conformation of the substrate in the active site. These constraints are final 
distance constraints between some atoms of said substrate and some atoms of 
amino-acids present in said active site. 

Preferably, step o, is performed with a simulated temperature of between about 
25 15 and 50 K, step q. is performed with a simulated temperature of between about 
15 and 50 K, and step r. is performed with a simulated temperature of between 
about 200 and 350 K. 

This method is particularly suited for multispecific protein such as a cytochrome 
30 P450. The cytochrome can be cytochrome P450 3A4, and said structure can be 
the structure obtained by the method of the invention described above, in 
particular the model structure defined with the features of Table 3 and 4. 
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The substrate can be a small organic compound which size can range for 
example from MW 288 (testosterone) to MW 1203 (cyclosporin A). 

The invention is also directed to the use of the method for designing a 3- 
dimentional (3-D) model of a protein and to the computer-assisted method for 
performing restrained dynamics docking as mentioned above for screening, 
designing or identifying natural, unnatural substrates or substrate analogs, as 
well as inhibitors, activators or modulators of said enzyme- 
It is aimed at the use of these methods for determining the effect of a first 
substrate on a second substrate, which can also be applied to pharmaceutical 
products. 

The invention contemplates the use of these methods for determining the effect 
of a first testosterone molecule on a testosterone molecule as well as determining 
the effect of a testosterone molecule on alpha-naphtoflavone. 

The invention is also directed to : 

The use of the method according to claim 20 to 40 for determining the oxidative 
modification of the substrate according to the proximity to 
the heme of a part of the substrate. 

The oxidized or reduced molecule derived from a given substrate modified after 
positioning at the right distance to the heme is called metabolite 

The use of the method according to claim 20 to 32, or 33 to 40, for performing 
dynamic docking of the said metabolite, either in the absence or in the presence 
of the second substrate in the calculation. 

The use of the method dynamic docking to compare the energy of the bound 
metabolite relatively to the energy of its parent substrate bound, in order to 
determine if the exit of the given metabolite from the enzyme is favored or not. 
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(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 104 and name N ) 
(segid 3A4 and resid 104 and name O ) 
(segid 3A4 and resid 105 and name C ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 105 and name N ) 
(segid 3A4 and resid 105 and name 0 ) 
(segid 3A1 and resid 106 and name CA > 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name N ) 
(segid 3A< and resid 107 and name N ) 
(segid 3A4 and resid 101 and name C ) 
(segid 3A4 and resid 101 and name CB ) 
" and resid 101 and name CG ) 



\ scyiu — - 

( segid 3A4 and tesid 101 and name C 
(segid 3A4 and resid 101 and name CA 

(segid 3A4 and resid 101 and name CA ) - 

a^Ign (segid 3A4 and resid 101 and name CA segid 3A4 „ ™ ^ - } 

assign (segid 3A4 and tesid 101 and name CA segia ^ ^ ^ Q ) 

assign (segid 3A4 and resid 101 and name CA segia m ^ ^ ^ ) 

assign (segid 3A4 and resid 101 and name CA segw ^ ^ ^ name M ) 

assign (segid 3A4 and resid 101 and name CA ) (scgia ^ 



16.75 
15.51 
2.45 
1.46 
2.47 
3.46 
4.71 
4.25 
5.04 
6.49 
2.86 
5.79 
5.62 
5.30 
4.31 
6.83 
6.51 
5.65 
5.12 
4.83 
7.31 
7.10 
6.17 
3.30 
2.97 
2.75 
4.24 
5.19 
2.24 
3.44 
4.10 
4.39 
3.43 
5.02 
3.87 
3.76 
3.64 
3.28 
5.0b 
5.10 
3.96 
3.68 
3.06 
6.24 
7.34 
6.48 
6.69 
5.13 
6.98 
7.83 
2.51 
3.03 
1.23 
2.99 
2.43 
1.32 
3.81 
4.51 
4.43 
5.19 
3.25 
5.58 
4.86 
4.53 
4.32 
3.81 
6.07 
6.12 
5.05 
4.63 
4.14 
7.28 
7.25 
7.28 
5.97 
7.78 
1.52 
1.54 
2.53 
2.39 
4.39 
3.81 
2.43 



1.27 
1.25 
0.04 
0.01 
0.02 
0.05 
0.05 
0.04 
0.07 
0.07 
0.03 
0.07 
0.06 
0.09 
0.08 
0.08 
0.13 
0.14 
0.21 
0.10 
0.13 
0.16 
0.13 
0.03 
0.07 
0.04* 
0.05 
0.08 
0.02 
0.09 
0.14 
0.13 
0.08 
0.13 
0.13 
0.16 
0.17 
0.1B 
0.13 
0.16 
0.17 
0.22 
0.15 
0.16 
0.17 
0.19 
0.22 
0.19 
0.17 
0.08 
0.03 
0.09 
0.01 
0.03 
0.01 
0.01 
0.08 
0.11 
0.06 
0.06 
0.07 
0.14 
0.12 
0.11 
0.11 
0.10 
0.12 
0.12 
0.15 
0.19 
0.12 
0.13 
0.11 
0.11 
0.11 
0.12 
0.01 
0.01 
0.02 
0.02 
0.02 
0.01 
0.02 



1.26 
1.25 
0.03 
0.00 
0.02 
0.06 
0.05 
0.03 
0.08 
0.07 
0.03 
0.06 
0.07 
0.08 
0.07 
0.07 
0.14 
0.14 
0.20 
0.10 
0.13 
0.16 
0.12 
0.03 
0.06 
0.04 
0.05 
0.08 
0.02 
0.10 
0.14 
0.13 
0.09 
0.14 
0.12 
0.17 
0.16 
0.18 
0.12 
0.17 
0.17 
0.22 
0.14 
0.16 
0.16 
0.20 
0.22 
0.20 
0.17 
0.09 
0.04 
0.09 
0.00 
0.03 
0.01 
0.01 
0.08 
0.12 
0.07 
0.06 
0.06 
0.14 
0.11 
0.11 
0.12 
0.10 
0.12 
0.12 
0.14 
0.19 
0.12 
0.12 
0.11 
0. 
0 
0 
0 
0 
0 
0 



10 
12 
12 
,01 
.01 
.03 
.02 
0.02 
0.00 
0.01 
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assxgn (segid 3A4 and .esxd 101 and name CA > teegxd 3M and resxd 102 and name O 8 2 ^ 

assign segxd 3A4 and resid 101 and name CA ) segid 3A4 and resxd 103 and nam 0.05 0.05 

SSS aegid 3A4 and reald 101 and name CA segid 3M and resid 103 and nam q qi q q? 

SSS segid 3A4 and resid 101 and name CA segid 3A4 and resid 103 and n 0.05 0.06 

5 assign segid 3A4 and resid 101 and name CA segid 3M and resid 103 ana n 0.12 0.12 

assign segxd 3A4 and resxd 101 and name CA segid 3A4 and resid 103 and na^ 5 . M 0 .11 0.11 

assxgn (segxd 3A4 and resid 101 and name CA segxd 3A4 and resid 5.10 0.11 0.12 

assxgn (segxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd ra , 4 . 4S 0 .12 0.13 

assxgn (aegxd 3A4 and resxd 101 and name CA J segxd 3A4 and resxa 0.09 0.10 

10 assign segxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 104 and nam 0.13 0.12 

assign (segxd 3A4 and resxd 101 and name CA segxd 3M and resxd 104 and na e ft ^ ^ 

assign segxd 3A4 and resxd 101 and name CA seqxd 3A4 and resxd 105 and na g ^ q ^ 

assign (se|xd 3A4 and resxd 101 and i»a»e CA segxd 3A4 and resxd i ^ Q M Q 

assign (selxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd ^ ^ ^ ( ^ Q 

assxgn (segxd 3A4 and resxd 101 and name CA ) segxd 3A4 ana res name CA ) B.63 0.10 0.10 

aasxgn (segxd 3A4 and resxd 101 and name CA ) segxd 3A4 and resxa x« 0.09 0.08 

assign Uegxd 3A4 and resld 101 and name CA segxd 3A4 and resxd 106 and na ^ q ^ 

assxgn (selxd 3A4 and resld 101 and name CA segxd 3A4 and resxd 1U g ^ Q ^ „ 

assxgn (segid 3A4 and resxd 101 and name CA segxd 3A4 and resxd xo g ^ 0.15 0.15 

assxS (segid 3A4 and resxd 101 and name CA ) segxd 3A4 and resld x name ca ) 10.65 0.13 0.12 

assxgn segid 3A4 and resxd 101 and name CA segxd 3A4 and resxd lus g ^ Q ^ 0.14 

assxgn segid 3A4 and resxd 101 and name CA segxd 3A4 and resxd U .4S 0.25 0.25 
assxgn (segid 3A4 and resxd 101 and name CA segxd 3A4 and resxd o an{j ^ ^ j 

assxgn (segxd 3A4 and resxd 101 and name CA ) segid 3A4 ana re M>22 g.13 0.12 

25 assxgn (selxd 3A4 and resxd 101 and name CA segid 3A4 and resxd xx ^ 7g q.09 0 .10 

assxgn (selxd 3A4 and resxd 101 and name CA segid 3A4 and resxd ^ o.45 0.45 

assxgn (segxd 3A4 and resxd 101 and name CA segxd 3A4 ana res cB lg lg o.63 0.62 

assxgn (segxd 3A4 and resxd 101 and name CA ) segid 3A4 and resxa i 0.32 0.33 

assign selxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 112 and name q ^ 

30 assxgn (selxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd l|i 0.49 0.49 

assxS (selxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd izi ^ Ql Q 3 , 0.38 

assxgn (selxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 12 Qama CB , 17 . 37 o.34 0.34 

assxgn (segxd 3A4 and resxd 101 and name CA segxd 3A4 ana re lg 5() „ fl4 „ B3 

Ssxgn iselxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 123 a^ ^ ^ } ^ ^ 

35 assxgn (segxd 3A4 and resxd 101 and name CA segxd 3M ana 12.93 1.32 1.31 

assxgn (segxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 124 ^ ^ ^ ( ^ ^ 

assxgn (segxd 3A4 and resxd 101 and name CA segxd an« ana re lQ g7 „ 63 „ 64 

assxgn (segxd 3A4 and resxd 101 and name CA (segid 3A4 and resxa x« an 0.72 0.71 

SSS segxd 3A4 and resxd 101 and name Cft segxd 3A4 and resxd 125 and narn^ U . B7 0 . 30 0 .29 

40 assxln (selxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 126 a ^ &1 1>M x „ 

SSS » SS SS J=3 ioi tn ^ | | S S £ - name CB , 12.27 ,86 1.86 



59 
,04 



asailn sJlId 3A4 and "resxd 101 and name CA segxd 3A4 and resxd x« ana = - 5g „ 

45 assxln selxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 129 WW 8.03 1.04 1 

assxln (segxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 12S ^ } g 41 

assign (segxd 3A4 and resxd 101 and name CA ) jseaid ja, ana resxa C B ) 10.53 0.20 0.20 

=s » ss s a s = s » a s » a _ s . ^ ^ 

sss as: si =s sa s s = s a ^ 4 s = !8 - — - < : » u 

55 =s sss sa a =a s s = a w a s =- s - = s i as ;. a 

assign (segxd 3A4 and resxd 101 and name CA ) jsegxa m ana r» 5 x ,„ l-7J 

Is,xln U4xd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 135 and r,^ ^ ^ Q 

assxgn (segxd 3A4 and resxd 101 and name Cft segxd 3A4 and resxa najne cb ) g ^ . 

assxgn (segxd 3A4 and resxd 101 and name CA ) (segxd 3A4 ana resxa Q 0 92 0 91 

60 assxln selxd 3A4 and resxd 101 and name CA segxd 3A4 and resxd 137 ana ^ Q 

assxln (selxd 3A4 and resxd 101 and name CA segxd 3A4 and resid 138 an^ ^ ^ 

assxgn (segxd 3A4 and resxd 101 and name CA segxd 3A4 and resia o ^ ^ x _ 2< j.jj 

assiln (selid 3A4 and resid 101 and name CA segid 3A4 and resid 139 ana l>f8 

65 SSS 1=55 SS aSd resxa SS S = | d g S fd 140 and n^e CB , 14.44 ,30 , 

SSS SSSS 5! SS SSS ffl a a " = 1 1 « ss SS S 1 S5:S 53 - 

rt sss isss s: ss sss a a i | g Is ss sss s: ss ss s i ss-.s : : 

70 assign (segxd 3A4 and reaxd 101 and name CA segxd 3A4 and resx ^ ^ „ 1.95 

assxgn (segxd 3A4 and resxd 101 and name CA segxd 3A4 and res^ ^ ^ name 3 j.„ 

SSS SSS SS enS SSS SS name CA > (segxd 3A4 and resxd 219 and name CA , 16.28 . ,0 

assign (segid 3A4 and resid 101 and name CA segid 3M ana resia ^ ^ lfi o .91 0.91 

75 SSS ISSS SS SS SSS i S i I £g 1 Ss 2 2l°2 SS SS S 1 S:S S: 9 o : 

SSS {SSS SS SS SSS 1 S = S S ^ ill SS SS S 1 o: : 

so sss isss ss ss ss a = | w- - - resxd « d = s , S:g : : 

assxgn (segxd 3A4 and resxd 10 and name CA segxd 3A4 and res cb , 17 . 99 0.59 0.59 

SSS {SltS SS SS SSS ioi SS SS S i iSSS SS and resid 259 and name CA , 14.12 0.59 0.59 
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assign 
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assign 
assign 



(s eg id 3A4 and res id 101 and name CA 
(segid 3A4 and res id 101 and name CA 
(segid 3A4 and xesid 101 and name CA 
(segid 3A4 and res id 101 and name CA 
assign (segid 3A4 and res id 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
I segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (3egid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CA 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign {segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and tesid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 



assign 
assign 



(segid 3A4 and resid 259 and name CB ) 12.95 
(segid 3A4 and resid 260 and name CA ) 13.96 
(segid 3A4 and resid 260 and name CB ) 14.25 
(segid 3A4 and resid 261 and name CA ) 1*7.44 
(segid 3A4 and resid 262 and name CA ) 
(segid 3a4 and resid 262 and name CB > 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA > 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB J 
(segid 3A4 and resid 398 and name CA ) 



(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3a 4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 



(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB j 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 101 and name CG ) 
(segid 3A4 and resid 102 and name C ) 
(segid 3A4 and resid 102 and name CA ) 
(segid 3A4 and resid 102 and name N ) 
(segid 3A4 and resid 102 and name 0 ) 
(segid 3A4 and resid 103 and name C ) 
(segid 3A4 and resid 103 and name CA ) 
(segid 3A4 and resid 103 and name CB ) 
(segid 3A4 and resid 103 and name N ) 
(segid 3A4 and resid 104 and name C > 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB 1 
(segid 3A4 and resid 104 and name N ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 10S and name CB J 
(segid 3A4 and resid 105 and name N ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB > 
(segid 3A4 and resid 107 and name CA > 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 121 and name CA t 
(segid 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 



16.94 
16.54 
14.39 
12.99 
16.83 
18.42 
18.10 
17.16 
17.23 
18.52 
17.40 
17.31 
18.16 
16.50 
13.16 
13.07 
13.63 
14.92 
14.66 
15.92 
11.88 
11.61 
9.32 
9.31 
11.90 
12.75 
13.44 
9.56 
8.45 
9.08 
9.15 
12.71 
13.81 
13.15 
10.94 
9.48 
12.32 
12.46 
15.80 
16.53 
IS. 77 
14.97 
13.66 
17.15 
1.52 
5.43 
4.50 
3.17 
6.25 
6.87 
6.81 
7.30 
5.62 
6.79 
6.41 
5.66 
5.96 
6.91 
6.31 
6.14 
9.61 
9.73 
11.13 
10.80 
11.57 
10.70 
13.22 
12.75 
15.26 
14.94 
16.80 
16.24 
18.30 
15.77 
16.09 
15.64 
16.93 
15.20 
16.35 



0.64 

0.43 

0.66 

0.36 

0.63 

0.81 

0.41 

0.37 

0.33 

0.42 

0.33 

0.38 

1.02 

0.86 

0.94 

1.04 

1.13 

1.36 

1.28 

1.27 

0.92 

0.86 

1.08 

1.17 

1.32 

1.48 

0.87 

0.78 

0.62 

0.84 

1.04 

0.81 

0.95 

0.54 

0.66 

0.52 

0.54 

0.50 

0.46 

0.47 

0.46 

0.50 

0.37 

0.38 

0.50 

0.64 

0.69 

0.84 

0.01 

0.02 

0.04 

0.04 

0.05 

0.12 

0.05 

0.06 

0.06 



0.64 
0.43 
0.67 
0.36 
0.63 
0.62 
0.41 
0.38 
0.34 
0.42 
0.32 
0.38 
1.02 
0.86 
0.93 
1.04 
1.13 
1.37 
1.27 
1.27 
0.92 
0.87 
08 
16 
32 
48 
87 
77 
63 
85 
04 
81 
0.95 
0.53 
0.65 
0.52 
0.55 
0.50 
0.46 
0.47 
0.45 
0.50 
37 



0.18 
0.18 
0.21 
0.13 
0.20 
0.23 
0.17 
0.1? 
0.09 
0.18 
0.20 
0.20 
0.19 
0.32 
0.34 
0.19 
0.14 
0.50 
0.69 
0.43 
0.67 
0.58 
0.50 
0.44 
1.10 
1.31 



0.38 

0.50 

0.64 

0.68 

0.84 

0.01 

0.01 

0.03 

0.05 

0.06 

0.12 

0.05 

0.07 

0.05 

0.19 

0.17 

0.21 

0.13 

0.20 

0.24 

0.17 

0.12 

0.09 

0.17 

0.21 

0.20 

0.18 

0.32 

0.34 

0.19 

0.15 

0.50 

0.68 

0.43 

0.67 

0.58 

0.50 

0.45 

1.11 

1.31 
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assign (segid 3A4 and res id 101 and name CB 
assign (segid 3A4 and res id 101 and name CB 
assign (segid 3A4 and res id 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
5 assign (segid 3A4 and res Id 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
assign (segid 3A4 and resid 101 and name CB 
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(segid 3A4 and resid 124 and name CA ) 12.91 1.60 1.60 
(segid 3A4 and resid 124 and name CB ) 13.50 1.83 1.82 
(segid 3A4 and resid 125 and name CA ) 10.78 0.85 0.85 
(segid 3A4 and resid 125 and name CB ) 11.38 0.73 0.73 
(segid 3A4 and resid 126 and name CA ) 11.28 0.52 0.53 
(segid 3A4 and resid 127 and name CA ) 10.87 1.59 1.59 
(segid 3A4 and resid 127 and name CB ) 11.73 2.00 1.99 
(segid 3A4 and resid 128 and name CA } 8.04 1.91 1.90 
(segid 3A4 and resid 128 and name CB ) 8.11 1.92 1.91 
(segid 3A4 and resid 129 and name C ) 6.91 0.53 0.52 
(segid 3A4 and resid 129 and name CA ) 6.75 0.66 0.66 
(segid 3A4 and resid 129 and name CB ) 7.30 0.79 0-79 
(segid 3A4 and resid 129 and name O > 6.46 0.74 0.74 
(segid 3A4 and resid 130 and name CA ) 8.29 0.17 0.16 
(segid 3A4 and resid 130 and name CB ) 9.45 0.15 0.14 
(segid 3A4 end resid 131 and name CA ) 8.39 1.59 1.59 
(segid 3A4 and resid 131 and name CB ) 8.74 2.29 2.29 
(segid 3A4 and resid 132 and name CA ) 6.51 1.21 1.21 
(segid 3A4 and resid 132 and name CB ) 5.95 1.16 1.15 
(segid 3A4 and resid 133 and name CA ) 7.11 1.00 1.01 
(segid 3A4 and resid 133 and name CB ) 7.21 1.50 1.51 
(segid 3A4 and resid 133 and name N J 6.69 0.63 0.63 
(segid 3A4 and resid 134 and name CA J 9.71' 0.31 0,31 
(segid 3A4 and resid 135 and name CA ) 9.94 1.23 1.24 
(segid 3A4 and resid 135 and name CB ) 9.4 9 1.76 1.76 
(segid 3A4 and resid 136 and name CA ) 9.64 0.60 0.61 
(segid 3A4 and resid 136 and name CB ) 8.74 0.91 0.90 
(segid 3A4 and resid 137 and name CA) 11.61 0.75 0.75 
(segid 3A4 and resid 138 and name CA ) 13.92 0.38 0.37 
(segid 3A4 and resid 138 and name CB) 14.19 0.44 0.43 
(segid 3A4 and resid 139 and name CA ) 13.51 1.20 1.19 
(segid 3A4 and resid 140 and name CA ) 13.42 1.59 1.58 
(segid 3A4 and resid 140 and name CB J 13.67 1-24 1.25 
(segid 3A4 and resid 141 and name CA ) 12.61 2.58 2.58 
(segid 3A4 and resid 141 and name CB ) 13.29 3.31 3.31 
(segid 3A4 and resid 147 and name CA ) 14.67 2.72 2.73 
(segid 3A4 and resid 147 and name CB ) 14.85 3.36 3-36 
(segid 3A4 and resid 149 and name CB ) 15.86 1.93 1.94 
(segid 3A4 and resid 150 and name CA ) 15.12 1.96 1.97 
(segid 3A4 and resid 153 and name CB ) 16.64 1.83 1.83 
(segid 3A4 and resid 219 and name CA ) 15.42 0.81 0.82 
(segid 3A4 and resid 219 and name CB ) 15.05 0.93 0.93 
(segid 3A4 and resid 220 and name CA ) 16.68 0.64 0.64 
(segid 3A4 and resid 220 and name CB ) 16.02 0.63 0.64 
(segid 3A4 and resid 251 and name CA ) 16.98 0.92 0.93 
(segid 3A4 and resid 251 and name CB ) 16.65 1.05 1.04 
(segid 3A4 and resid 252 and name CA ) 15.53 1.06 1.06 
(segid 3A4 and resid 252 and name CB ) 16.07 1.25 1.26 
(segid 3A4 and resid 253 and name CA ) 17.73 0.73 0.73 
(segid 3A4 and resid 254 and name CA ) 17.69 0.69 0.70 
(segid 3A4 and resid 255 and name CA J 14.32 0.99 0.99 
(segid 3A4 and resid 256 and name CA ) 13.21 0.B8 0.87 
(segid 3A4 and resid 257 and name CA ) 15.89 0.72 0.72 
(segid 3A4 and resid 258 and name CA ) 16.34 0.54 0.55 
(segid 3A4 and resid 258 and name CB ) 16.77 0.58 0.58 
(segid 3A4 and resid 259 and name CA ) 13.04 0.59 0.58 
(segid 3A4 and resid 259 and name CB ) 11.82 0.62 0-63 
(segid 3A4 and resid 260 and name CA ) 13.06 0.53 0.53 
(segid 3A4 and resid 260 and name CB ) 13.35 0.80 0.79 
(segid 3A4 and zesid 261 and name CA) 16.57 0.44 0.43 
(segid 3A4 and resid 262 and name CA ) 16.10 0.72 0.71 
(segid 3A4 and resid 262 and name CB ) 15.64 0.90 0.90 
(segid 3A4 and resid 263 and name CA ) 13.79 0.51 0.51 
(segid 3A4 and resid 263 and name CB ) 12.41 0.4 6 0.4 6 
(segid 3A4 and resid 264 and name CA ) 16.34 0.46 0.45 
(segid 3A4 and resid 265 and name CA ) 19.18 0.51 0.50 
(segid 3A4 and resid 266 and name CA ) 17.98 0.58 0.58 
(segid 3A4 and resid 267 and name CA) 17.91 0.43 0.42 
(segid 3A4 and resid 267 and name CB ) 17.01 0.43 0.43 
(segid 3A4 and resid 305 and name CB ) 17.12 1.25 1.24 
(segid 3A4 and resid 309 and name CA ) 17.93 1.08 1.09 
(segid 3A4 and resid 309 and name CB ) 16.79 1.18 1.18 
(segid 3A4 and resid 393 and name CA ) 16.00 1.07 1.06 
(segid 3A4 and resid 394 and name CA ) 16.96 1.24 1.24 
(segid 3A4 and resid 394 and name CB ) 18.38 1.27 1.28 
(segid 3A4 and resid 395 and name CA ) 15.42 1.53 1.52 
(segid 3A4 and resid 396 and name CA ) 12.00 1.38 1.38 
(segid 3A4 and resid 396 and name CB ) 11.85 1.31 1.30 
(segid 3A4 and resid 397 and name CA ) 12.48 3.03 1.03 
(segid 3A4 and resid 397 and name CB ) 13.75 0.97 0.96 
(segid 3A4 and resid 398 and name CA ) 13.73 1.30 1.30 
(segid 3A4 and resid 398 and name CB) 15.00 1.40 1.40 
(segid 3A4 and resid 399 and name CA ) 11.08 1.59 1.59 
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(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and narae.N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name W 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name 0 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name o 
(segid 3A4 and resid 103 and name o 



(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA > 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
( segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
) (segid 3A4 and resid 103 and name C ) 
(segid 3A4 and resid 103 and name CA ) 
(segid 3A4 and resid 103 and name CB ) 
(segid 3A4 and resid 103 and name O ) 
(segid 3A4 and resid 104 and name C ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 104 and name N > 
(segid 3A4 and resid 104 and name O ) 
(segid 3A4 and resid 105 and name C > 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB ) 
{segid 3A4 and resid 105 and name N ) 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name CA 
(segid 3A4 and resid 106 and name CB 
(segid 3A4 and resid 106 and name N 
) (segid 3A4 and resid 106 and name O 
) (segid 3A4 and resid 107 and name CA 
) (segid 3A4 and resid 107 and name CB 
) (segid 3A4 and resid 107 and name N 
) (segid 3A4 and resid 103 and name CB ) 
J (segid 3A4 and resid 104 and name C ) 
) (segid 3A4 and resid 104 and name CA ) 
) (segid 3A4 and resid 104 and name CB ) 
) (segid 3A4 and resid 104 and name N ) 
> (segid 3A4 and resid 104 and name O ) 
) (segid 3A4 and resid 105 and name C ) 
) (segid 3A4 and resid 105 and name CA ) 
) (segid 3A4 and resid 105 and name CB ) 
) (segid 3A4 and resid 105 and name N ) 
) (segid 3A4 and resid 105 and name O ) 
) (segid 3A4 and resid 106 and name C ) 
) (segid 3A4 and resid 106 Bnd name CA ) 
) (segid 3A4 and resid 106 and name CB ) 
) (segid 3A4 and resid 106 and name H ) 
) (segid 3A4 and resid 106 and name O ) 
) (segid 3A4 and resid 107 and name C ) 



13.80 
16.25 
15.96 
15.30 
15.36 
14.36 
17.70 
18.19 
17.20 
17.73 
18.18 
16.78 
15.53 
16.91 
17.18 
17.41 
17.54 
18.89 
17.57 
18.69 
14.53 
14.46 
12.54 
13.06 
14.25 
13.89 
14.59 
10.23 
9.61 
9.86 
10.62 
12.67 
14.06 
11.90 
8.71 
7.34 
10.57 
11.36 
13.64 
14.65 
12.50 
11.34 
10.06 
14.27 
2.46 
1.47 
2.45 
3.49 
4.68 
4.20 
4.95 
2. 
5. 
5. 
5, 
5 
4 
6 
6 
5 
5 
4 
7 
7 



1.94 
0.90 
1.61 
1.99 
1.32 
1.54 
1.44 
0.15 
0.22 
0.35 
0.55 
0.41 
0.38 
1.36 
0.65 
0.77 
0.20 
0.16 
0-33 
0.39 
0.46 
0.62 
0.19 
0.24 
0.57 
0.60 
0.54 
0.61 
0.50 
0.83 
0.73 
1.11 
1.06 
1.29 
1.50 
1.46 
1.57 
1.52 
1.59 
1.53 
1.66 
1.69 
1 
1 
0 
0 
0 



81 
76 
62 
30 
35 
29 
83 
47 
63 
.09 
.81 
.68 
.17 
6.95 
6.05 
3.29 
2.96 
2.75 
4.24 
2.23 
3.42 
4.13 
4.38 
5.36 
3.43 
5.05 
3.88 
3.85 
3.78 
3.34 
5.07 
4.97 



68 
75 
05 
01 
04 
0.06 
0.07 
0.03 
0.04 
0.03 
0.09 
0.09 
0.09 
0.12 
0.08 
0.09 
0.10 
0.08 
0.07 
0.08 
0.09 
0.12 
0.11 
0.12 
0.03 
0.07 
0.03 
0.03 
0.02 
0.12 
0.12 
0.11 
0.15 
0.11 
0.15 
0.08 
0.09 
0.12 
0.10 
0.09 
0.14 



1.95 
0.91 
1.61 
1.99 
1.33 
1.55 
1.43 
0.15 
0.23 
0.34 
0.55 
0.42 
0.37 
1.36 
0.64 
0.77 
0.21 
0.17 
0.33 
0.38 
0.47 
0.62 
0.19 
0.23 
0.57 
0.60 
0.55 
0.61 
0.49 
0.83 
0.73 
1.12 
1.06 
1.29 
1.49 
1.46 
1.57 
1.52 
1.59 
1.53 
1.65 
1.68 
1.69 
1.75 
0.04 
0.01 
0.04 
0.06 
0.07 
0.04 
0.03 
0.04 
0.09 
0.09 
0.09 
0.13 
0.09 
0.08 
0.09 
0.07 
0.08 
0.09 
0.09 
0.12 
0.10 
0.11 
0.02 
0.06 
0.04 
0.03 
0.03 
0.11 
0.13 
0.12 
0.15 
0.10 
0.15 
0.08 
0.10 
0.12 
0.10 
0.08 
0.14 
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35 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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) 

) 

) 
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(segid 3A4 and resid 103 and name O 
(segid 3A4 and cesid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and re3id 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 103 and name O 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and re3id 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
| segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name c 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name C 
(segid 3A4 and resid 104 and name CA ) 
I segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA } 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA > 
assign (segid 3A4 and resid 104 and name CA 
45 assign (segid 3A4 and resid 104 and name CA 



(segid 3A4 and resid 107 and name CA ) 
(<!egid 3A4 and resid 107 and name CB ) 
I segid 3A4 and Lesid 101 and name N 
(segid 3A4 and tesid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name N 
(segid 3A4 and resid 109 and name N 
(segid 3A4 and resid 110 and name CB 
(segid 3A4 and resid 110 and name N 
(segid 3A4 and resid 104 and name CB 
(segid 3A4 and resid 104 and name O 
(segid 3A4 and resid 105 and name C ) 
(segid 3A4 and resid 105 and name CA 
(segid 3A4 and resid 105 and name CB 
(segid 3A4 and resid 105 and name N ) 
(segid 3A4 and resid 105 and name O ) 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name CA 
(segxd 3A4 and resid 106 and name CB 
(segid 3A4 and resid 106 and name N ) 
and resid 106 and name O ) 
and resid 107 and name C ) 
i«giu ,™ and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB 
(segid 3A4 and resid 107 and name N 
(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name N 
(segid 3A4 and resid 108 and name O ) 
(segid 3A4 and resid 109 and name CA 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 104 and name C ) 
(segid 3A4 and resid 104 and name CB 
(segid 3A4 and resid 104 and name O ) 
(segid 3A4 and resid 105 and name C ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB 
(segid 3A4 and resid 105 and name N ) 
(segid 3A4 and resid 105 and name O ) 
(segid 3A4 and resid 106 and name C ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 



assign (segid 3A4 and resid 104 and name CA segiu « «« ™- ^ ^ , 

assign (segid 3A4 and resid 104 and name CA segid 3A4 ^ ^ ^ ^ ^ 



assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA } 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA J 
assign (segid 3A4 and resid 104 and name ca 
assign (segid 3A4 and resid 104 and name CA ) 
70 assign (segid 3A4 and resid 104 and name CA 
and resid 104 and name CA ) 
and resid 104 and name CA ) 
i 3uy iu o/v. and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name ca 
(segid 3A4 and resid 104 and name ca j 
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60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 
assign 
assign 



assign isegiu jn-j ouw — - — - _ a » 

assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name ca j 
80 assign (segid 3A4 and lesid 104 and name CA ) 
assign (segid 3A4 and lesid 104 and name ca j 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA ) 



(segid 3A4 and resid 106 and name CB > 
(segid 3A4 and resid 106 and name N ) 
(segid 3A4 and resid 106 and name O ) 
(segid 3A4 and resid 107 and name C > 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name N ) 
(segid 3A4 and resid 107 and name O > 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and tesid 108 and name N ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 119 and name CA J 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 120 and name CA 
(segid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 121 and name CA > 
(segid 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and lesid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and lesid 124 and name CB ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 



3.80 
3.47 
2.98 
6.09 
7.23 
6.37 
6.59 
5.01 
6.92 
7.64 
7.70 
2.48 
1.23 
3.06 
2.45 
3.71 
1.33 
3.90 
4.59 
4.53 
5.31 
3.33 
5.61 
4.92 
4.57 
4.36 
3.87 
6.12 
6.17 
5.09 
4.66 
4.20 
7.31 
7.36 
7.39 
6.08 
1.51 
1.53 
2.39 
4.45 
3.82 
4.86 
2.44 
5.35 
5.55 
5.53 
5.98 
4.42 
6.64 
5.74 
5.15 
4.52 
4.61 
6.93 
7.41 
6.21 
5.87 
5.22 
8.71 
8.78 
7.40 
9.86 
9.34 
11.00 
10.34 
13.22 
16.10 
14.78 
16.67 
17.25 
14.54 
15.03 
15.62 
17.09 
14.62 
15.44 
11.37 
11.35 
10.49 
10.90 
12.59 
12.23 
12.53 



0.11 
0.10 
0.10 
0.14 
0.12 
0.15 
0.19 
0.13 
0.14 
0.06 
0.06 
0.02 
0.01 
0.03 
0.02 
0.02 
0.01 
0.09 
0.03 
0.03 
0.08 
0.03 
0.06 
0.09 
0.04 
0.10 
0.04 
0.09 
0.08 
0.08 
0.13 
0.08 
0.08 
0.16 
0.19 
0.13 
0.00 
0.01 
0.03 
0.04 
0.02 
0.06 
0.02 
0.09 
0.04 
0.04 
0.09 
0.03 
0.06 
0.09 
0.05 
0.09 
0.04 
0.10 
0.09 
0.09 
0.14 
0.08 
0.15 
0.18 
0.13 
0.11 
0.11 
0.53 
0.67 
0.30 
1.11 
0.99 
0.56 
0.67 
0.16 
0.27 
0.40 
0.43 
0.38 
0.70 
0.64 
1.07 
0.57 
1.01 
0.61 
1.35 
3.93 



0.11 

0.11 
0.09 
0.13 
0.12 
0.15 
0.19 
0.14 
0.13 
0.05 
0.06 
0.03 
0.01 
0.04 
0.01 
0.02 
0.00 
0.09 
0.03 
0.04 
0.07 
0.03 
0.05 
0.08 
0.04 
0.10 
0.03 
0.09 
0.08 
0.08 
0.13 
0.07 
0.09 
0.16 
0.19 
0.13 
0.01 
0.01 
0.03 
0.03 
0.01 
0.06 
0.03 
0.09 
0.03 
0.03 
0.08 
0.04 
0.05 
0.09 
0.05 

0.10 

0.04 

0.10 

0.08 
0.08 
0.14 
0.08 
0.15 
0.18 
0.13 
0.10 
0.11 
0.53 
0.68 
0.3O 
1.11 
0.99 
0.57 
0.67 
0.16 
0.27 
0.41 
0.43 
0.38 
0.70 
0.64 
1.01 
0.57 
1.01 
0.62 
1.35 
1.93 
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assign (segid 3A4 and resid 104 and name CA 
assign Isegid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA 
5 assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
10 assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
15 assign (segid 3A4 and resid 104 and name CA ) 
as&ign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
20 assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
25 assign (segid 3A4 and resid 104 and name CA > 
assign (segid 3A4 and resid 104 and name CA > 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and xesid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
30 assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA > 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resad 104 and name CA ) 
35 assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
40 assign (segid 3A4 and lesid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
as&ign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
45 assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA ) 
50 assign (segid 3A4 and resid 104 and name CA ) 
assign (segid 3A4 and resid 3 04 and name CA ) 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CA | 
55 assign (segid 3A4 and resid 104 and name CA 
assign (segvd 3A4 and resid 104 and name CA J 
assign (segid 3A4 and resid 104 and name CA 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB 
60 assign (segid 3A4 and resid 104 and name CB J 
assign Isegid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
65 assign (segid 3A4 and resid 104 and name CB 
assign {segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 



(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 



9. 65 
9.02 
9.74 
10.05 
12.32 
13.21 



(segia ana — «- — • _ - , , 

(segid 3A4 and resid 131 and name CA ) 12.11 



(segid 3A4 and resid 131 and name CB ) 

(segid 3A4 and resid 132 and name CA ) 

(segid 3A4 and resid 132 and name CB > 

(segid 3A4 and resid 133 and name CA > 



11.87 
10.63 
9.72 
12.37 
12.62 
14.72 
14.36 
13.54 
14.45 
13.64 
16.98 
14.98 
17.45 



18.11 
16.96 
17.81 
17.79 
17.73 
18.51 
15.94 
15.93 



assign isegxu j-t^ - 

assign (segid 3A4 and resid 104 and name CB 
70 assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
75 assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
80 assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB ) 



I segid 3A4 and resid 133 and name CB 
(segid 3A4 and resid 134 and name CA 
(segid 3A4 and resid 135 and name CA 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 17.03 
(segid 3A4 and resid 259 and name CB ) 16.11 
(segid 3A4 and resid 260 and name CA ) 15.86 
(segid 3A4 and resid 260 and name CB ) 16.00 
(segid 3A4 and resid 263 and name CA > 15.83 
(segid 3A4 and resid 263 and name CB ) 14.43 
(segid 3A4 and resid 264 and name CA ) 17.44 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 13.11 
(segid 3A4 and resid 400 and name CB ) 13.19 
(segid 3A4 and resid 401 and name CA ) H-77 
(segid 3A4 and resid 402 and name CA > 15.43 
(segid 3A4 and resid 402 and name CB ) 16.39 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA } 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB } 
(segid 3A4 and resid 408 and name CA > 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB J 
(segid 3A4 and resid 410 and name CA \ 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 105 and name C ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 105 and name N ) 
(segid 3A4 and resid 105 and name O ) 
(segid 3A4 and resid 106 and name C ) 
Oegid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name N ) 
(segid 3A4 and resid 107 and name C ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name H ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N > 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 111 and name CA ) 
(sogid 3A4 and resid 111 and name CB ) 
(segid 3A4 and lesid 112 and name CA ) 
(segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 120 and name CA ) 



12.09 
11.45 
10.60 
10.83 
13.66 
15.02 
13.96 
10.73 
9.40 
11.29 
11.66 
14.82 
15.92 
14.46 
12.55 
11.10 
14.67 
5.45 
4.47 
5.31 
3.15 
6.31 
6.95 
6.88 
7.39 
5.65 
6.92 
6.52 
5.81 
6.05 
7.00 
6.39 
6.24 
9.73 
9.84 
11.14 
10.70 
12.00 
11.22 
14.12 
16.75 
15.47 
17.08 



0.99 
0.71 
1.38 
1.77 
1.02 
0.93 
1.48 
2.02 
1.14 
1.35 
1.82 
2.08 
1.29 
1.41 
1.58 
1.36 
1.71 
1.46 
2.43 
1.48 
0.96 
1.03 
0.78 
0.91 
0.65 
0.67 
0.53 
0.23 
0.26 
1.29 
1.38 
1.00 
0.96 
1-14 
1.28 
0.95 
0.97 
0.67 
0.69 
0.82 
0.72 
0.89 
0.58 
0.73 
0.56 
0.56 
0.47 
0.51 
0.50 
0.51 
0-59 
0.49 
0.42 
0.69 
0.87 
0.88 
1.01 
0.04 
0.02 
0.06 
0.02 
0.09 
0.05 
0.03 
0.08 
0.02 
0.11 
0.08 
0.13 
0.05 
0.08 
0.10 
0.11 
0.17 
0.19 
0.14 
0.14 
0.62 
0.77 
0.39 
1.06 
0.91 
0.61 



1.00 
0.70 
1.37 
1.77 
1.02 
0.93 
1.48 
2.02 
1.15 
1.35 
1.81 
2.07 
1.29 
1.41 
1.59 
1.37 
1.71 
1.46 
2.43 
1.48 
0.96 
1.03 
0.78 
0.92 
0.64 
0.67 
0.53 
0.24 
0.26 
1.30 
1.38 
1.01 
0.96 
1.14 
1.28 
0.96 
0.97 
0.67 
0.70 
0.81 
0.73 
0.89 
0.59 
0.73 
0.55 
0.57 
0.46 
0.52 
0.50 
0.51 
0.59 
0.49 
0.43 
0.70 
0.68 
0.68 
1.01 
0.05 
0.02 
0.07 
0.03 
0.09 
0.05 
0.02 
0.07 
0.02 
0.10 
0.07 
0.13 
0.05 
0.08 
0.11 
0.10 
0.16 
0.18 
0.14 
0.15 
0.62 
0.77 
0.39 
1.07 
0.92 
0.61 



32 



(segid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 121 and name CA > 
(a eg id 3A4 and resid 121 and name CB ) 
(segid 3A4 and resxd 122 and name CA ) 
(segid 3A4 and resid 122 and name CB ) 
(segxd 3A4 and resxd 123 and name CA ) 
tseqxd 3A4 and resxd 123 and name CB ) 
(segxd 3A4 and resid 124 and name CA ) 
(segxd 3A4 and resid 124 and name CB 
(segxd 3A4 and resid 125 and name CA ) 



17.55 
14.98 
15.55 
15.72 
17.15 
14.54 
15.38 
11.49 
11.64 
10.62 



assxgn (segid 3A4 and resxd 104 and name CB 
assign (segxd 3A4 and resxd 104 and name CB 
assign (segxd 3A4 and resxd 104 and name CB ) 
assign (segxd 3A4 and resxd 104 and name CB ) 
5 assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and re&id 104 and name CB ) 
assign (segxd 3A4 and resxd 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB > 
10 assign {segxd 3A4 and resid 104 and name CB (segxo «■ «» ~ — = najne cb \ X1M 
assign (segid 3A4 and resid 104 and name CB ) segid *m a ^ 12>44 

assign (segid 3A4 and resid 104 and name CB segxd 3A4 and resxd i ^ ^ ^ 

assign (segid 3A4 and resid 104 and name CB segxd 3A4 and resxd l| ^ ^ ^ ^ 

assign (segid 3A4 and resid 104 and name CB ) (segxd 3A4 and resxa ^ ^ ^ . n _ 
15 assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB I 
assign (segid 3A4 and resid 104 and name CB 
20 assign (segid 3A4 and resid 104 and name CB J 

■ " n * and name cb ) 



assign ,-w„~ 

assign (segid 3A4 and resid 104 

(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 104 and name CB ) 



25 



assign 
assign 
assign 
assign 



(segid 3A4 and resxd 128 and name CA J 
(segxd 3A4 and resid 128 and name CB 
(segid 3A4 and resid 129 and name CA J 
(segid 3A4 and resid 129 and name CB 
(segid 3A4 and resxd 130 and name CA 
(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resxd 131 and name CA 
(segxd 3A4 and resxd 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 



(segid 3A4 and resid 104 and name ^ *«y-* ~~ CB , 

(segid 3A4 and resid 104 and name CB segid 3A4 and resxd 1JZ ^ 
assign (segid 3A4 and resid 104 and name CB segxd 3A4 and resxd 133 ^ ^ ^ ) 

assxgn IK 3a1 Tnd SSS S name 3 ! S - and resid 134 and name CA J 

° y ' i . #4 in/i anH name CB ) 



30 



35 



40 



45 



(segxd 3A4 and resid 135 and name CA > 
(segid 3A4 and resxd 135 and name CB ) 
(segxd 3A4 and resxd 136 and name CA | 
(segid 3A4 and resxd 136 and name CB 
(segid 3A4 and resid 137 and name CA ) 



assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resxd 104 and name CB ) 
assxgn (segxd 3A4 and resxd 104 and name CB 
assian (segid 3A4 and resxd 104 and name CB ) 

assign segid 3A4 and resxd 104 and name CB (segia « - — - ^ and name CA ) 
assxgn (segxd 3A4 and resid 104 and name CB segid 3A4 and resxd ^ ^ ^ ^ ) 
assign (segxd 3A4 and resxd 104 and name CB segxd jm anrf name ^ } 

assxgn (segid 3A4 and resid 104 and name CB segxd 3A4 and ^ ^ ^ J 

assign (segid 3A4 and resxd 104 and name CB segid 3A4 and anQ name cb ) 

assign (segid 3A4 and resxd 104 and name CB ) segxd ana ^ 
assign (segid 3A4 and resxd 104 and name CB segxd 3A4 and resxd ^ ^ ^ } 
assign (segid 3A4 and resxd 104 and name CB segid ja* a ^ ^ > 

(segxd 3A4 and resxd 104 and name CB segid 3A4 ana r ^ 
(segid 3A4 and resxd 104 and name CB ) (segid 3A4 and resxa i%o ^ na 
(segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resxd 104 and name CB ) 

^ . . . I 1 f\A — names ft* 



assxgn 
assign 
assign 
assign 



(segxd 3A4 and resid ISO and name CA ) 
(segid 3A4 and resxd 256 and name CA ) 
(segid 3A4 and xesxd 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segxd 3A4 and resxd 260 and name CA ) 



assign (segxd 3A4 and resxd 104 and name CB segxa « «~ ™ ^ ^ ^ Cfi } 
assxgn (segxd 3A4 and resxd 10 and name CB segxd 3A4 a^ ^ ^ ^ 



50 



55 



60 



65 



70 



assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segxd 3A4 and resid 104 and name CB ) 
assxgn (segid 3A4 and resxd 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segxd 3A4 and resid 104 and name CB 
assign (segid 3A4 and resxd 104 and name CB 
assxgn (segxd 3A4 and resxd 104 and name CB 
assxgn (segxd 3A4 and resid 104 and name CB J 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segid 3A4 and resid 104 and name CB ) 
assign (segxd 3A4 and resid 104 and name CB ) 
assign (segxd 3A4 and resid 104 and name CB ) 
assign (segxd 3A4 and resid 104 and name CB ) 
assxgn (segxd 3A4 and resxd 104 and name CB 
(segxd 3A4 and resxd 104 and name CB ) 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resxd 104 and name cb 



(segxd 3A4 and resid 104 and name CB ) 
(segxd 3A4 and resxd 104 and name CB ) 
(segid 3A4 and resid 104 and name CB J 
(segid 3A4 and resxd 104 and name CB ) 
(segid 3A4 and resxd 104 and name CB ) 
(segxd 3A4 and resid 104 and name CB ) 
(segxd 3A4 and resxd 104 and name CB ) 
assxgn (segxd 3A4 and resxd 104 and name » ) 
assign (segid 3A4 and resxd 104 and name N J 
assign (segid 3A4 and resid 10fl and name N ) 



isegia jni - • . 

(segxd 3A4 and resid 263 and name CA 
(segxd 3A4 and resxd 263 and name CB ) 
(segxd 3A4 and resid 264 and name CA 
(segid 3A4 and resxd 267 and name CA 
(segxd 3A4 and resxd 267 and name CB 
segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 398 and name CA 
I segid 3A4 and resid 399 and name CA ) 
segid 3A4 and resid 399 and name CB ) 
segid 3A4 and resid 400 and name CA ) 
segid 3A4 and resid 400 and name CB 
segid 3A4 and resid 401 and name CA 
(segid 3A4 and reoid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
segid 3A4 and resid 404 and name CA 
(segid 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and xesid 410 and name CA ) 
(segxd 3A4 and resxd 411 and name CA ) 
(segid 3A4 and res,xd 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
seaxd 3A4 and resid 104 and name C ) 
tseaid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB ) 



9.10 
8.60 
9.19 
9.68 
11.53 
12.47 
11.10 
10.87 
9.58 
8.73 
11.30 
11.64 
13.57 
13.14 
12.34 
13.26 
12.50 
15.80 
17.50 
17.63 
16.37 
15.45 
15.71 
13.61 
14.04 
14.57 
16.43 
15.56 
16.70 
16.69 
15.71 
15.61 
15.67 
16.03 
14.59 
17.70 
18.76 
17.60 
17.32 
17.18 
17.38 
18.41 
15.85 
15.74 
12.97 
12.92 
14.91 
15.78 
16.69 
12.50 
11.72 
11.12 
11.22 
14.36 
15.67 
14.80 
11.77 
10.38 
12.39 
12.66 
15.97 
17.02 
15.73 
13.95 
12.50 
16.01 
2.4b 
1.46 
2.45 



0.75 
0.21 
0.31 
0.54 
0.60 
0.58 
0.86 
0.83 
1.17 
0.45 
0.79 
0.75 
1.65 
2.18 
1.14 
0.77 
1.41 
1.71 
1.26 
1.26 
1.75 
2.29 
1.28 
1.46 
1.92 
2.14 
1.50 
1.51 
1.65 
1.40 
1.77 
1.52 
1.41 
1.50 
1.50 
1.91 
1.83 
2.48 
3.24 
2.21 
1.75 
2.10 
1.76 
1.28 
1.35 
1.07 
1.18 
0.95 
0.97 
0.83 
0.48 
0.46 
1.53 
1.60 
1.28 
1.22 
1.36 
1.49 
1.20 
1.23 
0.93 
0.90 
1.01 
0.88 
1.03 
0.78 
0.97 
0.70 
0.74 
0.53 
0.51 
0.51 
0.38 
0.50 
0.33 
0.32 
0.59 
0.76 
0.77 
0.86 
0.04 
O.01 
0.01 



0.76 
0.22 
0.30 
0.55 
0.60 
0.59 
0.8S 
0.82 
1.17 
0.46 
0.79 
0.76 
1.65 
2.18 
1.14 
0.78 
1.42 
1.72 
1.27 
1.26 
1.75 
2.29 
1.28 
1.47 
1.93 
2.15 
1.49 
1.51 
1.65 
1.41 
1.77 
1.51 
1.41 
1.50 
1.51 
1.91 
1.83 
2.49 
3.24 
2.21 
1.74 
2.11 
1.76 
1.29 
1.34 
1.08 
1.18 
0.95 
0.96 
0.83 
0.48 
0.46 
1.53 
1.61 
1.29 
1.22 
1.35 
1.49 
1.20 
1.23 
0.93 
0.91 
1.02 
0.88 
1.02 
0.78 
0.96 
0.70 
0.73 
0.54 
0.50 
0.52 
0.38 
0.49 
0.34 
0.32 
0.60 
0.76 
0.76 
0.86 
0.04 
0.00 
0.01 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(sag id 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segSd 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 



3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
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assign (segid 3A4 and resid 105 and name CA ) 
5 assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
10 assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA 
assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
15 assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
assign (segid 3A4 and resid 105 and name CA ) 
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20 assign (segid 3A4 and resid 105 and name CA 
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assign (segid 3A4 and resid 105 and name CA J 
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(segid 3A4 and resid 105 and name CA > 
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0.85 
0.95 
0.98 
0.58 
0.53 
0.70 
1.13 
1.06 
0.52 
0.56 

0. 71 

1. n 

0.98 
0.92 
0.75 



84 

65 
.66 
.77 
.45 
.46 
.52 
.54 
.67 
.91 
0.55 
0.64 
0.75 
0.63 
0.62 
0.61 
0.63 
0.69 
0.52 
0.51 
0.51 
0.49 
0.67 
0.69 
0-79 
0.93 
0.98 
0.95 
1.14 
1.17 
1.10 
1.19 
0.99 
1.01 
0.96 
0.78 
0.73 
1.06 
1.11 
1.33 
1.39 
1.05 
0.85 
0.97 
1.32 
1.42 
1.49 
1.53 
1.26 
1.1B 
1.37 
1.33 
1.42 
1.28 
1.35 
0.84 
0.90 
0.84 
0.95 
0.98 
0.59 
0.53 
0.69 
1.13 
1.07 
0.52 
0.56 
0.71 
1.18 
0.98 
0.93 
0.75 
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10 



15 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



) 

) 

) 

) 

) 

) 

1 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 



20 



25 



30 



35 



40 



45 



assign (segid 3A4 and resid 105 and name N 

assiqn segid 3A4 and resid 105 and name M 

assign legid 3A4 and resid 105 and namo N 

assign segid 3*4 and resid 105 and name M 

assign (segid 3A4 and resid 105 and name N 

assign segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

(segid 3A4 and resid 105 and name N 

assign (segid 3A4 and resid 105 and name N 

assign (segid 3A4 and resid 105 and name N 

assign segid 3A4 and resid 105 and name N 

assign segid 3A4 and resid 105 and name N 

assign (segid 3A4 and resid 105 and name N 

assign segid 3A4 and resid 105 and name N 

assign (segid 3A4 and resid 105 and name N 

assign (segid 3A4 and resid 105 and name O 

assign (segid 3A4 and resid 105 and name O 

assign (segid 3A4 and resid 105 and name O 

assign segid 3A4 and resid 105 and name O 

assign (segid 3A4 and resid 105 and name 0 

assign segid 3A4 and resid 105 and name 0 
assign i * ^ ^ 1Q5 amJ namo Q 

(segid 3A4 and resid/L05 and name O 
(segid 3A4 and resid 105 and name 0 
(seqid 3A4 and resid 105 and name O 
(segid 3A4 end resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
assign (segid 3A4 and resid 105 and name O 
assign segid 3A4 and resid 105 and name O 
assign segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
(segid 3A4 and resid 105 and name O 
assign (segid 3A4 and resid 106 and name C 
assign (segid 3A4 and resid 106 and name C 
assign (segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
assign (segid 3A4 and resid 106 and name C 
assign (segid 3A4 and resid 106 and name C 
assign (segid 3A4 and resid 106 and name C 
J (segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
assign (segid 3A4 and resid 106 and name C 
assign (segid 3A4 and resid 106 and name C 
assiqn (segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name C 
(segid 3A4 and resid 106 and name CA 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



50 



55 



60 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



65 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 105 and name C > 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 105 and name 0 ) 
(segid 3A4 and resid 106 and name C ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and namo N ) 
(segid 3A4 and resid 106 and name O 
(segid 3A4 and resid 10*? and name C 
(segid 3A4 and resid 107 and name CA 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name N ) 
(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA 
(3egid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and resid 108 and namo O J 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 106 and name C ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and res>id 106 and name N ) 
(segid 3A4 and resid 106 and name O ) 
(segid 3A4 and resid 107 and name C > 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name N ) 
(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name c 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A< and resid 108 and name CB } 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and resid 108 and name O 
(segid 3A4 and resid 109 and name C 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name N 
(segid 3A4 and resid 109 and name O 
(segid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name N > 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 124 and name O ) 
Oegid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name O ) 
(segid 3A4 and resid 107 and name C ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name N ) 
(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N > 
(segid 3A4 and resid 108 and name O ) 
(segid 3A4 and resid 109 and name C ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB J 
( segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 109 and name O ) 
(segid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 



) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 
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70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 110 and name N 

(segid 3A4 and resid 110 and name O 

(segid 3A4 and resid 111 and name N 

(segid 3A4 and resid 106 and name C 



(segid 3A4 and resid 106 and name CA seg,« « ™ ™id 106 and name CB 

(segid 3A4 and resid 106 and name CA seg MSld 106 and name 0 

(segid 3A4 and resid 106 and name CA s g ^ ^ ^ ^ c 

(segid 3A4 and resid 106 and name CA seg ^ ^ ^ ^ ^ , 

assign (segid 3A4 and resid 106 and name CA ) seg ^ ^ ^ cB ) 

assign (segid 3A4 and resid 106 and name CA seg ^ ^ ^ N } 

assign (segid 3A4 and resid 106 and name CA segia ^ ^ ^ q | 

assign (segid 3M and resid 106 and name CA seg ^ ^ ^ ^ c ) 

assign (segid 3A4 and resid 106 and name CA ) * « 1Qfl and name ^ , 

assign (segid 3A4 and resid 106 and name CA segia |* ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 106 and name CA ) isegia j 



2.46 
1.46 
2.44 
3.49 
4.67 
4.21 
4.98 
2.80 
5.71 
5.63 
5.29 
5.36 
4.29 
6.83 
6.52 
5.66 
5.11 
4.86 
7.69 
7.34 
7.11 
6.20 
3.29 
2.96 
2.76 
4.26 
2.26 
3.34 
4.19 
4.43 
5.41 
3.48 
5.07 
3.94 
3.87 
3.71 
3.44 
5.09 
5.14 
4.00 
3.64 
3.15 
6.26 
7.46 
6.50 
6.72 
5.17 
7.21 
6.27 
2.53 
1.23 
3.01 
2.43 
3.71 
1.33 
3.81 
4.51 
4.45 
5.16 
3.30 
5.62 
4.78 
4.49 
4.32 
3.74 
5.97 
6.15 
4.95 
4.58 
4.08 
7.23 
6.19 
1.53 
1.54 
2.40 
4.43 
3.81 
4.86 
2.43 
5.29 
5.52 
5.48 
5.88 



0.02 
0.01 
0.03 
0.04 
0.02 
0.03 
0.05 
0.04 
0.04 
0.09 
0.04 
0.08 
0.03 
0.09 
0.07 
0.11 
0.18 
0.10 
0.08 
0.15 
0.18 
0.09 
0.09 
0.07 
0.04 
0.04 
0.O2 
0.10 
0.13 
0.11 
0.12 
0.08 
0.16 
0.09 
0.16 
0.26 
0.17 
0.10 
0.13 
0.15 
0.18 
0.09 
0.13 
0.16 
0.11 
0.10 
0.12 
0.29 
1.01 
0.03 
0.00 
0.04 
0.01 
0.03 
0.01 
0.08 
0.06 
0.10 
0.17 
0.10 
0.07 
0.05 
0.08 
0.13 
0.06 
0.06 
0.09 
0.06 
0.06 
0.04 
0.06 
0.19 
0.01 
0.01 
0.01 
0.04 
0.02 
0.02 
0.02 
0.08 
0.06 
0.10 
0.21 



0.01 
0.00 
0.04 
0.04 
0.03 
0.02 
0.04 
0.03 
0.04 
0.08 
0.04 
0.07 
0.03 
0.09 
0.06 
0.11 
0.17 
0.10 
0.09 
0.14 
0.19 
0.10 
0.09 
0.07 
0.04 
0.04 

o.oi 

0.09 
0.13 
0.11 
0.12 
0.08 
0.16 
0.08 
0.15 
0.26 
0.16 
0.10 
0.14 
0.16 
0.19 
0.09 
0.14 
0.16 
0.12 
0.10 
0.12 
0-29 
1.00 
0.04 
0.01 
0.04 
0.02 
0.03 
0.01 
0.08 
0.07 
0.10 
0.17 
0.11 
0.07 
0.05 
0.07 
0.13 
0.06 
0.06 
0.08 
0.06 
0.06 
0.04 
0.07 
0.19 
0.01 
0.01 
0-00 
0.03 
0.01 
0.03 
0.02 
0.09 
0.06 
0.11 
0.20 



38 



assign (segxd 3A4 and resxd 106 and name CA ) 
assign (segid 3A4 and resxd 106 and name CA 
assign (segid 3A4 and resxd 106 and name CA ) 
assign (segid 3A4 and resxd 106 and name CA ) 
5 assign (segid 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resxd 106 and name CA ) 
assign (segid 3A4 and resxd 106 and name CA 
assign (segid 3A4 and resxd 106 and name CA ) 
assxgn (segxd 3A4 and resid 106 and name CA ) 
10 assxgn (segxd 3A4 and resxd 106 and name CA ) 
assxgn (segxd 3A4 and resid 106 and name CA 
assign (segxd 3A4 and resid 106 and name CA 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA 
15 assign (segid 3A4 and resxd 106 and name CA 
assign (segxd 3A4 and resxd 106 and name CA 
assxgn (segid 3A4 and resxd 106 and name CA ) 
assxgn (segid 3A4 and resxd 106 and name CA ) 
assxgn (segid 3A4 and resxd 106 and name CA J 
20 assign (segxd 3A4 and resxd 106 and name CA 
assign (segxd 3A4 and resxd 106 and name CA ) 
assign (segxd 3A4 and resxd 106 and name CA ) 
assxgn (segid 3A4 and resxd 106 and name CA ) 
assxgn (segxd 3A4 and resid 106 and name CA ) 
25 assxgn (segxd 3A4 and resid 106 and name CA > 
assign (segxd 3A4 and resxd 106 and name CA ) 
assign (segxd 3A4 and resxd 106 and name CA ) 
assign (segxd 3A4 and resxd 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
30 assign (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
35 assign (segxd 3A4 and resxd 106 and name CA J 
assign (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
40 assign (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA 
assxgn (segxd 3A4 and resxd 106 and name CA 
assign (segid 3A4 and resxd 106 and name CA ) 
assign (segxd 3A4 and resxd 106 and name CA ) 
45 assign (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resxd 106 and name CA 
assign (segxd 3A4 and zesid 106 and name CA ) 
assxgn (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
50 assxgn (segxd 3A4 and resid 106 and name CA ) 
assxgn (segxd 3A4 and resxd 106 and name CA ) 
assxgn (segxd 3A4 and resxd 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA 
assign (segxd 3A4 and resid 106 and name CA 
55 assign (segxd 3A4 and resid 106 and name CA 
assxgn (segxd 3A4 and resid 106 and name CA 
assxgn (segxd 3A4 and resid 106 and name CA ) 
assxgn (segxd 3A4 and resid 106 and name CA ) 
assxgn (segxd 3A4 and resxd 106 and name CA 
60 assxgn (segxd 3A4 and resxd 106 and name CA 
assign (segxd 3A4 and resid 106 and name CA 
assign (segxd 3A4 and resid 106 and name CA ) 
assxgn (segxd 3A4 and resid 106 and name CA 
assign (segxd 3A4 and resid 106 and name CA 
65 assxgn (segxd 3A4 and resid 106 and name CA 
assign (segxd 3A4 and resid 106 and name CA ) 
assxgn (segxd 3A4 and re3xd 106 and name CA ) 
assxgn (segxd 3A4 and resxd 106 and name CA ) 
assign (segxd 3A4 and resxd 106 and name CA 
70 assxgn (segxd 3A4 and resxd 106 and name CA 
assign (segxd 3A4 and resxd 106 and name CA 
assign (segxd 3A4 and resxd 106 and name CA 
assign (segxd 3A4 and resid 106 and name CA 
assxgn (segxd 3A4 and resid 106 and name CA 
75 assxgn (segxd 3A4 and resid 106 and name CA 
assign (segxd 3A4 and resid 106 and name CA ) 
assign (segxd 3A4 and resid 106 and name CA ) 
. assxgn (segid 3A4 and resid 106 and name CA > 
assign (segxd 3A4 and resxd 106 and name CA ) 
80 assign (segxd 3A4 and resxd 106 and name CA ) 
assxgn (segxd 3A4 and resxd 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 



(segxd 3A4 and resxd 108 and name N ) 
(segid 3A4 and resxd 108 and name O ) 
(segid 3A4 and resxd 109 and name C ) 
(segid 3A4 and resxd 109 and name CA ) 



\ seg-iu J/** ohm — - — - 

(segid 3A4 and resid 109 and name CB 
(segid 3A4 and resid 109 and name N 
(segid 3A4 and resxd 109 and name O 
(segid 3A4 and resxd 110 and name C 
(segxd 3A4 and resxd 110 and name CA 
* . . i 1 1 g\ j noma r*n 



(segxa jm* m.*>=>^ — ~ - 

(segxd 3A4 and resxd 110 and name CB ) 

. _ _ . ■ _» inn ~ n^nia M \ 



isegiu jni 

(segid 3A4 and resxd 110 and name N 
(3egxd 3A4 and resxd 111 and name CA ) 
(segid 3A4 and resxd 111 and name CB ) 
(segxd 3A4 and resid 111 and name N > 
(segid 3A4 and resxd 112 and name CA ) 
(segid 3A4 and resxd 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resxd 120 and name CA ) 
(segxd 3A4 and resxd 120 and name CB ) 
(segxd 3A4 and resid 121 and name CA ) 
(segxd 3A4 and resid 121 and name CB ) 
(segxd 3A4 and iesid 122 and name CA ) 
(segxd 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resxd 124 and name CA ) 
(segxd 3A4 and resxd 124 and name CB ) 
(segxd 3A4 and resxd 125 and name CA ) 
(segid 3A4 and resxd 125 and name CB ) 
(segid 3A4 and resxd 126 and name CA ) 
(segid 3A4 and resxd 127 and name CA ) 
(segxd 3A4 and resxd 127 and name CB > 
(segid 3A4 and resid 128 and name CA ) 
(segxd 3A4 and resxd 128 and name CB ) 
(segxd 3A4 and resxd 129 and name CA ) 
(segxd 3A4 and resid 129 and name CB ) 
(segxd 3A4 and resxd 130 and name CA ) 
(segxd 3A4 and resxd 130 and name CB ) 
(segid 3A4 and resxd 131 and name CA ) 
(segxd 3A4 and resxd 131 and name CB ) 
(segid 3A4 and resxd 132 and name CA ) 
(segxd 3A4 and resxd 132 and name CB ) 
(segid 3A4 and resxd 133 and name CA > 
(segxd 3A4 and resxd 133 and name CB ) 
(segxd 3A4 and resxd 134 and name CA ) 
(segxd 3A4 and resxd 135 and name CA ) 
(segxd 3A4 and resxd 135 and name CB ) 
(segxd 3A4 and resxd 136 and name CA ) 
(segid 3A4 and resxd 136 and name CB ) 
(segid 3A4 and resxd 256 and name CA ) 
(segid 3A4 and resxd 259 and name CA > 
(segid 3A4 and resxd 259 and name CB ) 
(segxd 3A4 and resxd 260 and name CA ) 
(segxd 3A4 and resxd 260 and name CB ) 
(segid 3A4 and resxd 261 and name CA ) 
(segid 3A4 and resxd 262 and name CA ) 
(segid 3A4 and resxd 262 and name CB ) 
(segid 3A4 and resxd 263 and name CA ) 
(segid 3A4 and resxd 263 and name CB > 
(segxd 3A4 and resxd 264 and name CA ) 
(segid 3A4 and resxd 265 and name CA ) 
(segid 3A4 and resxd 266 and name CA ) 
(segid 3A4 and resxd 267 and name CA ) 
(segid 3A4 and resxd 267 and name CB > 
(seqid 3A4 and resxd 268 and name CA J 
(segid 3A4 and resxd 270 and name CA ) 
(segxd 3A4 and resxd 270 and name CB ) 
(segxd 3A4 and resxd 271 and name CB ) 
(segxd 3A4 and resxd 277 and name CB ) 
(segxd 3A4 and resid 280 and name CA ) 
(segxd 3A4 and resxd 280 and name CB ) 
(segxd 3A4 and resxd 281 and name CA ) 
(segxd 3A4 and resxd 281 and name CB ) 
(segxd 3A4 and resxd 305 and name CA ) 
(segxd 3A4 and resxd 305 and name CB ) 
(seaxd 3A4 and resxd 308 and name CB ) 
seaxd 3A4 and resid 309 and name CA ) 
(seqid 3A4 and resid 309 and name CB ) 
(segxd 3A4 and resxd 396 and name CA ) 
seaxd 3A4 and resid 397 and name CA ) 
seaxd 3A4 and resxd 397 and name CB ) 
(seqid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 



4.44 
6.67 
5.70 
5.17 
4.57 
4.58 
6.85 
7.44 
6.15 
5.87 
5.20 
8.89 
9.03 
7.55 
10.40 
12.71 
11.32 
13.83 
14.77 
11.49 
11.63 
13.65 
15.16 
13.53 
14.34 
10.07 
9.54 
9.01 
8.73 
11.75 
12.62 
12.89 
10.82 
9.90 
10.91 
10.60 
13.99 
14.58 
14.61 
14.32 
13.70 
12.67 
15.40 
15.30 
17.90 
18.07 
17.25 
18.34 
17.43 
18.54 
16.70 
16.16 
15.13 
15.52 
17.73 
17.25 
17.45 
13.60 
12.44 
14.74 
17.84 
16.19 
14.23 
13.10 
17.54 
17.42 
16.08 
17.20 
17.14 
17.68 
16.82 
16.20 
16.10 
17.52 
16.29 
18.67 
18.64 
18.02 
18.97 
18.04 
19.11 
18.11 
19.39 



0.11 
0.05 
0.06 
0.09 
0.15 
0.06 
0.10 
0.05 
0.07 
0.08 
0.04 
0.20 
0.31 
0.16 
0.14 
1.59 
1.52 
1.21 
1.18 
1.11 
1.07 
1.05 
1.05 
0.86 
0.87 
0.89 
1.05 
1.31 
1.85 
1.41 
0.65 
1.16 
0.62 
0.70 
1.47 
2.06 
0.97 
0.82 
0.36 
0.92 
0.49 



0.11 
0.04 
0-06 
0.09 
0.14 
0.06 
0.09 
0.05 
0.08 
0.08 
0.04 
0.21 
0.31 
0.16 
0.14 
1.58 
1.53 
1.21 
1.18 
1.11 
1.07 
1.05 
1.05 
0.65 
0.87 
0.90 
1.05 
1.32 
1.84 
1.41 
0.66 



77 
.50 
.91 
.52 
.55 
.79 
.91 
1.24 
0.55 
0.43 
0.37 
0.67 
0.79 
0.72 
0.48 
0.35 
0.56 
0.55 
0.79 
0.79 
0.79 
0.87 
0.93 
0.96 
1.08 
1.04 
1.17 
1.27 
0.68 
0.72 
0.76 
0.87 
0.68 
0.67 
0.89 
0.69 
0.60 
0.58 
0.31 
0.33 
0.38 
0.42 



16 
63 
70 
47 
,05 
.97 
.82 
0.37 
0.93 
0.48 
0.77 



50 
91 
53 
55 
.78 
.90 
.24 
.55 
.42 
.37 
0.67 
0.79 
0.72 
0.47 
0.34 
0.56 
0.55 
0.78 
0.79 
0.79 
0.86 
0.93 
0.95 
1.07 
1.04 
1.17 
1.27 
0.67 
0.71 
0.75 
0.88 
0.69 
0.67 
0.88 
0.68 
0.61 
0.58 
0.30 
0.32 
0.39 
0.43 



39 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign (segxd 3A4 and res id 106 and name CA ) 
assign (segid 3A4 and xesid 106 and name CA ) 
assign {segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and re3id 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA 
assign (segid 3A4 and resid 106 and name CA ] 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA 
assign (segid 3A4 and resid 106 and name CA J 
assign (segid 3A4 and resid 106 and name CA 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB > 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB > 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB J 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB > 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB > 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and re&id 106 and name CB ) 
assign (segid 3A4 and re*>id 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



80 



(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 107 and name C ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name N ) 
(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and iesid 108 and name CA J 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and resid 109 and name C ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name N ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 129 and name CA ) 11.51 
(segid 3A4 and resid 129 and name CB ) 11.15 
(segid 3A4 and resid 130 and name CA ) 14.53 
(segid 3A4 and resid 130 and name CB ) 15.16 
(segid 3A4 and resid 131 and name CA ) 15.26 
(segid 3A4 and resid 131 and name CB ) 15.05 
(segid 3A4 and resid 132 and name CA ) 14.18 
( segid 3A4 and resid 132 and name CB ) 
( segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB > 
(segid 3A4 and resid 134 and name CA ) 

(segid 3A4 and resid 135 and name CA ) 

(segid 3A4 and resid 135 and name CB ) 17.67 
(segid 3A4 and resid 256 and name CA ) 19.12 



16.07 
16.53 
13.26 
13.61 
13.56 
13.90 
15.09 
11.05 
11.07 
8.69 
9.07 
10.63 
12.06 
11.08 
7.65 
6.83 
6.85 
6.95 
7.37 
10.31 
11.56 
10.35 
8.02 
6.59 
9.56 
13.89 
13.82 
16.50 
17.09 
16.33 
14.40 
5.44 
4.48 
5.34 
3.15 
6.26 
6.93 
6.85 
7.31 
5.68 
6.82 
6.49 
5.82 
6.00 
6.87 
6.33 
6.16 
9. 87 
10.05 
11.54 
13.88 
12.50 
15.01 
16.00 
12.51 
12.51 
14.68 
16.18 
14.77 
15.63 
11.38 
10.86 
10.06 
9.69 
12.61 
13.62 
13.97 
11.73 
10.86 



0.60 
0.74 
0.37 
0.35 
0.46 
0.43 
0.51 
0.52 
0.64 
0.42 
0.50 
0.75 
0.75 
0.55 
0.50 
0.54 
0.64 
0.86 
1.07 
0.72 
0.69 
0.47 
0.58 
0.58 
1.12 
1.48 
1.27 
1.16 
1.46 
1.23 
1.30 
0.03 
0.05 
0.07 
0.05 
0.09 
0.05 
0.08 
0.18 
0.08 
0.04 
0.07 
0.14 
0.05 
0.11 
0.12 
0.05 
0.18 
0.27 
0.13 
1.70 
1.65 
1.39 
1.33 
1.36 
1.35 
1.24 
1.25 
0.97 
0.95 
0.98 
1.12 
1.40 
1.93 
1.58 
0.74 
1.17 
0.73 
0.84 
1.46 
2.10 
1.09 
1.02 
0.37 
0.96 



0.60 
0.74 
0.38 
0.35 
0.46 
0.43 
0.51 
0.52 
0.65 
0.43 
0.50 
0.75 
0.76 
0.55 
0.51 
0.54 
0.63 
0.85 
1.08 
0.72 
0.69 
0.48 
0.57 
0.59 
1.12 
1.49 
1.27 
1.15 
1.45 
1.23 
1.29 
0.03 
0.04 
0.07 
0.05 
0.09 
0.05 
0.09 
0.18 
0.08 
0.04 
0.08 
0.14 
0.05 
0.10 
0.13 



0.05 

0.18 

0.28 

0.14 

1.70 

1.65 

1.38 

1.33 

1.35 

1.35 

1.24 

1.25 

0.98 

0.95 

0.98 

1.12 

1.40 

1.93 

1.S7 

0.74 

1.18 

0.73 

0.84 

1.47 

2.09 

1.09 



13.16 
15.68 
15.55 
18.27 
18.45 



.01 
.36 
96 
40 



0.64 
1.50 
1.95 
0.47 
0.62 
0.92 
0.43 



40 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



10 



15 



(segid 3A4 and res id 106 and name CB ) 
{segid 3A4 and res id 106 and name CB ) 
(segid 3A4 and res id 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name cb ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB ) 
assign Jsegid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB > 
(segid 3A4 and resid 106 and name CB ) 



20 



(segid 3A4 and resid 259 and name CA > 
(segid 3A1 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 280 and name CA J 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 



25 



assign iseyiu ^nt p»" *^w,— . 

assign (segid 3A4 and resid 106 and name CB 

assign (segid 3A4 and resid 106 and name CB j„ ~j ~~ — ^ ~ ^ CQ , 

assign (segid 3A4 and resid 106 and name CB segid 3A4 a ^ ^ ^ > 

assign (segid 3A4 and resid 106 and name CB segid 3A4 a a ^ ^ ^ cb ) 

assign (segid 3A4 and resid 106 and name CB segid 3A4 ana ^ ^ ^ ) ^ 

assign (segid 3A4 and resid 106 and name CB segid 3A ^ ^ ^ 



17.02 
16.45 
15.72 
16.23 
17.52 
17.64 
13.88 
12.77 
15.27 
16.28 
14.43 
13.41 
15.95 
16.90 
16.11 
15.34 
15.32 
16.74 
15.46 
18.82 
17.58 
18.70 
19.09 



30 



35 



40 



assign i3egi<j jnt aw** - — — 

assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
(segid 3A4 and resid 106 and name CB 
(segid 3A4 and resid 106 and name CB 
(segid 3A4 and resid 106 and name CB 
(segid 3A4 and resid 106 and name CB 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



45 



(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name CB ) 
t segid 3A4 and re3id 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB ) 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB , 



(segia JAfl tana — "~ - no 

) (segid 3A4 and resid 397 and name CB ) 19.02 
) (segid 3A4 and resid 398 and name CA ) 17.73 
> {segid 3A4 and resid 398 and name CB ) 
) (segid 3A4 and resid 399 and name CA ) 
) (segid 3A4 and resid 399 and name CB ) 
) (segid 3A4 and resid 400 and name CA ) 
) (segid 3A4 and resid 400 and name CB 
) (segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB > 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 



assign (segid 3A4 and resid 106 and name cb segi« *» nQ ^ ^ w , 

assign (segid 3A4 and resid 106 and name CB segid ^ m ^ ^ 



50 



55 



60 



65 



70 



75 



80 



assign segiu jn* nnw *.v»-- --- 

assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB i 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name CB 
assign (segid 3A4 and resid 106 and name N 
assign (segid 3A4 and resid 106 and name N 
^ (segid 3A4 and resid 106 and name N 

(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name M 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name M 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
assign (segid 3A4 and resid 106 and name N 
assign (segid 3A4 and resid 106 and name N 
assign (segid 3A4 and resid 106 and name N 
assign (segid 3A4 and resid 106 and name N 
^ (segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name N 
(segid 3A4 and resid 106 and name O 
assign (segid 3A4 and resid 106 and name O 
assign (segid 3A4 and resid 106 and name O 
assign (segid 3M and resid 106 and name O 
assign (segid 3A4 and resid 106 and name O 
assign (segid 3A4 and resid 106 and name O 
assign (segid 3A4 and resid 106 and name 0 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 411 and name CA 
(segid 3A4 and rosid 411 and name CB 
(segid 3A4 and resid 412 and name CA 
segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 106 and name C ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 106 and name 0 ) 
(segid 3A4 and resid 107 and name C ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name N ) 
(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA ) 
segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N 
(segid 3A4 and resid 108 and name O ) 
(segid 3A4 and resid 109 and name C 
segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 109 and name O ) 
(segid 3A4 and resid 110 and name CA > 
(segid 3A4 and resid 110 and name CB ) 
segid 3A4 and resid 110 and name N 
segid 3A4 and resid 106 and name CB ) 
segid 3A4 and resid 107 and name C > 
segid 3A4 and resid 107 and name CA ) 
segid 3A4 and resid 107 and name CB ) 
seaid 3A4 and resid 107 and name N ) 
segid 3A4 and resid 107 and name O ) 
segid 3A4 and resid 108 and name C ) 



18.95 
15.54 
15.99 
12.98 
13.47 
13.28 
13.27 
14.39 
10.32 
10.38 
8.27 
8-85 
10.12 
11.58 
10.18 
6.66 
5.86 
6.39 
7.04 
9.66 
10.90 
9.40 
7.30 
5.89 
9.27 
13.81 
14.02 
15.19 
2.42 
1.46 
2.46 
3.44 
4.69 
4.17 
4.92 
2.76 
5.74 
5.66 
5.35 
5.39 
4.35 
6.87 
6.49 
5.69 
5.17 
4.88 
7.67 
7.21 
6.98 
6.12 
3.36 
2.93 
2.7B 
4.26 
2.26 
3.36 
3.97 



0.58 
0.49 
0.85 
0.92 
0.74 
0.57 
0.87 
0.84 
1.10 
1.18 
1.30 
1.35 
1.48 
1.11 
1.14 
1.12 
1.25 
0.95 
0.91 
0.61 
0.76 
0.35 
0.40 
0.31 
0.41 
0.36 
0.37 
0.34 
0.48 
0.24 
0.32 
0.68 
0.45 
0.35 
0.27 
0.34 
0.70 
0.78 
1.05 
1.04 
0.68 
0.68 
0.56 
1.41 
1.56 
1.24 
1.20 
0.89 
1.02 
1.07 
1.50 
1.77 
1.53 
1.59 
0.02 
0.02 
0.03 
0.02 
0.05 
0.03 
0.03 
0.04 
0.05 
0.06 
0.13 
0.22 
0.12 
0.05 
0.08 
0.12 
0.19 
0.07 
0.11 
0.06 
0.05 
0.05 
0.*04 
0-05 
0.04 
0.05 
0.02 
0.12 
0.11 



0.59 
0.48 
0.86 
0.91 
0.75 
0.56 
0.87 
0.84 
1.11 
1.17 
1.31 
1.36 
1.47 
1.10 
1.15 
1.13 
1.24 
0.95 
0.91 
0.62 
0.77 
0.35 
0.41 
0.31 
0.40 
0.35 
0.36 
0.34 
0.48 
0.24 
0.31 
0.68 
0.44 
0.36 
0.27 
0.35 
0.70 
0.78 
1.04 
1.04 
0.69 
0.69 
0.57 
1.40 
1.57 
1.24 
1.20 
0.89 
1.02 
1.08 
1.51 
1.77 
1.52 
1.58 
0.02 
0.01 
0.02 
0.02 
0.05 
0.03 
0.02 
0.04 
0.06 
0.06 
0.13 
0.22 
0.13 
0.05 
0.08 
0.13 
0.18 
0.08 
0.11 
0.05 
0.05 
0.06 
0.05 
0.04 
0.03 
0.05 
0.01 
0.12 
0.12 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
t segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3Afl 



and res id 106 and name O ) 
and res id 106 and name O ) 
and resid 106 and name 0 ) 
and res id 106 and name 0 ) 
and resid 106 and namo 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name O ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name O ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 106 and name 0 ) 
and resid 101 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C > 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name C ) 
and resid 107 and name CA ) 
and xesid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 



(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and lesid 108 and name O ) 
(segid 3A4 and resid 109 and name C ) 
(segid 3A4 and tesid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 109 and name 0 ) 
(segid 3A4 and resid 110 and name C > 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
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(segid 3A4 and resid 110 and name N ) 
(segid 3A4 and resid 110 and name 0 ) 
(segid 3A4 and resid 111 and name C ) 
(segid 3A4 and re3id 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name N ) 
(segid 3A4 and re&id 112 and name N » 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and resid 108 and name O ) 
(segid 3A4 and resid 109 and name C ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and zesid 109 and name N ) 
(segid 3A4 and resid 109 and name 0 ) 
(segid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name N ) 
(segid 3A4 and resid 110 and name O ) 
(segid 3A4 and resid 111 and name C ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name N ) 
(segid 3A4 and resid 112 and name H ) 
(segid 3A4 and resid 107 and name C ) 
(segid 3A4 and resid 107 and name CB ) 



and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA > 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
and resid 107 and name CA ) 
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(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and resid 108 and name O ) 
(segid 3A4 and resid 109 and name C ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 109 and name O ) 
(segid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name N ) 
(segid 3A4 and resid 110 and name O ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name N ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and Lesid 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 120 and name CA > 
(segid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and xesid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 124 and name CA ) 
(3egid 3A4 and resid 124 and name CB ) 
(segid 3A4 and tesid 125 and name CA ) 
(segid 3A4 and tesid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 



4.28 
5.21 
3.38 
4.94 
3.65 
3.58 
3.52 
3.09 
4.81 
5.06 
3.81 
3.63 
2.90 
6,13 
7.45 
6.60 
6.88 
5.21 
7.18 
6.59 
2.47 
1.23 
3.00 
2.43 
3.68 
1.32 
3.88 
4.46 
4.41 
5.20 
3.22 
5.55 
4.94 
4.41 
4.11 
3.70 
6.11 
6.51 
5.41 
5.08 
4.40 
6.66 
1.50 
1.51 
2.38 
4.37 
3.78 
4.80 
2.41 
5.32 
5.38 
5.38 
5.85 
4.29 
6.50 
5.73 
4.96 
4.25 
4.42 
6.83 
6.54 
6.28 
5.44 
9.17 
13.48 
12.15 
15.11 
15.91 
13.49 
13.90 
15.66 
17.15 
14.79 
15.36 
11.18 
10.54 
11.10 
11.08 
14.03 
14.25 
14.27 
12.31 
11.35 



0.13 
0.20 
0.12 
0.13 
0.06 
0.05 
0.08 
0.08 
0.06 
0.06 
0.07 
0.06 
0.05 
0.06 
0.14 
0.18 
0.25 
0.15 
0.12 
0.53 
0.03 
0.01 
0.05 
0.02 
0.02 
0.01 
0.13 
O.09 
0.07 
0.12 
0.08 
0.12 
0.30 
0.15 
0.17 
0.17 
0.31 
0.43 
0.48 
0.54 
0.40 
0.30 
0.01 
0.02 
0.04 
0.04 
0.01 
0.06 
0.02 
0.12 
0.06 
0.05 
0.11 
0.06 
0.07 
0.24 
0.09 
0.11 
0.09 
0.26 
0.42 
0.47 
0.33 
0.18 
0.97 
0.87 
0.50 
0.51 
0.60 
0.65 
0.75 
0.73 
0.51 
0.59 
0.46 
0.46 
1.26 
1.76 
1.10 
0.92 
1.46 
0.84 
0.78 
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0.20 
0.12 
0.13 
0.05 
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0.06 
0.07 
0.07 
0.05 
0.06 
0.05 
0.15 
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0.26 
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0.11 
0.53 
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0.01 
0.05 
0.02 
0.02 
0.01 
0.13 
0.10 
0.07 
O.ll 
0.08 
0.11 
0.30 
0.16 
0.17 
0.16 
0.32 
0.43 
0.49 
0.53 
0.41 
0.29 
0.02 
0.02 
0.03 
0.04 
0.01 
0.06 
0.02 
0.12 
0.05 
0.04 
0.10 
0.06 
0.08 
0.24 
0.08 
0.11 
0.10 
0.26 
0.41 
0.47 
0.32 
0.19 
0.98 
0.87 
0.50 
0.51 
0.59 
0.65 
0.76 
0.74 
0.51 
0.58 
0.46 
0.46 
1.26 
1.76 
1.10 
0.92 
1.47 
0.85 
0.77 
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55 assign 
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(segid 3A4 and res id 10"7 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and res id 107 and name CA ) 
(segid 3A4 and res id 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
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(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA > 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA > 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA J 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA } 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA J 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and xesid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB > 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 10 7 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and xesid 107 and name CB > 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A1 and resid 107 and name CB ) 
(segid 3A4 and xesid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name CB ) 



(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and xesid 129 and name CB > 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and lesid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA J 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA > 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 40B and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and resid 108 and name 0 ) 
(segid 3A4 and resid 109 and name C ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB > 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 110 and name C > 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name N ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name N > 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 122 and name CA > 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 128 and name CA 1 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 



12.94 
12.92 
15.90 
16.53 
15.94 
15.49 
14.91 
13.90 
16.94 
16.96 
17.81 
17.98 
16.83 
15.61 
17.67 
17.33 
16.12 
19.04 
16.22 
16.47 
16.89 
17.21 
18.34 
14.13 
13.99 
12.02 
12.39 
14.01 
15.47 
14.16 
10.52 
9.68 
10.00 
10.57 
13.03 
14.40 
12.49 
9.54 
8.12 
11.27 
15.69 
15.87 
17.89 
16.03 
5.37 
4.43 
5.27 
3.10 
6.27 
6.77 
6.73 
7.27 
5.53 
6.84 
6.25 
5.42 
5.83 
7.30 
6.79 
6.41 
10.23 
14.73 
13.41 
16.26 
16.99 
14.64 
15.10 
16.61 
18.09 
15.56 
16.13 
11.99 
11.46 
11.90 
12.00 
14.69 
14.67 
14.71 
12.54 
11.63 
13.12 
13.23 
15.97 



1.69 
2.11 
1.04 

0. 84 
1.20 
1.59 
1.33 
1.61 

1. B2 
0.74 
0.61 
0.75 
0.41 
0.44 
0.38 
0.49 
0.49 
0.78 
0.66 
0.69 
0.45 
0.46 
0.53 
0.54 
0.69 
0.41 
0.46 
0.60 
0.59 
0.56 
0.57 
0.51 
0.75 
0.84 
0.84 
0.78 
0.96 
1-13 



1.68 
2.12 



,04 
83 
20 

,59 
33 

.61 

.82 
0.75 
0.61 
0.76 
0.41 
0.45 
0.38 
0.49 
0.49 
0.78 
0.67 
0.70 
0.45 
0.46 
0.53 



11 
32 
44 
.17 
.62 
0.86 
0.06 
08 
13 



09 
12 
06 
07 
,12 
0.09 
0.27 
0.09 
0.13 
0.10 
0.47 
0.56 
0.36 
0.25 
0.86 
0.75 
0.37 
0.46 
0.51 
0.59 
0.78 
0.77 
0.66 
0.77 
0.56 
0.56 
1.22 
1.66 
1.04 
1.21 
1.74 
1.10 
1.00 
1.73 
2.09 
1.16 



54 
68 
.41 
.47 
.60 
.59 
0.57 
0.57 
0.50 
0.75 
0.85 
0.64 
0.78 
0.96 
1.13 
1.11 
1.31 
1.44 
1.16 
0.61 
0.85 
0.07 
0.09 
0.13 
0.10 
0.13 
0.06 
0.07 
0.12 
0.10 
0.26 
0.09 
0.12 
0.09 
0.48 
0.55 
0.35 
0.24 
0.87 
0.75 
0.36 
0.45 
0.52 
0.60 
0.78 
0.78 
0.66 
0.77 
0.55 
0.56 
1.21 
1.66 
1.04 
1.20 
1.74 
1.11 
1.00 
1.74 
2.10 
1.16 



43 



assign (segid 3A4 and resid 107 and name CB 
lllw Uelxd 3A4 and resid 107 and name CB 
assign sigxd 3A4 and resxd 107 and name CB 
assign segxd 3A4 and resid 107 and name CB 
5 ass^n segid 3A4 and resid 107 and name CB 
assxgn segid 3A4 and resxd 107 and name CB 
assign segxd 3A4 and resid 107 and name CB 
assxgn (segxd 3A4 and resid 107 and name CB 
assign (segxd 3A4 and resid 107 and name CB 
10 assx£ (segxd 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
aasian (segid 3A4 and resid 107 and name CB 
assign segxd 3A4 and resid 107 and name CB 
assign segid 3A4 and resid 107 and name CB 
15 assign segid 3A4 and resid 107 and name CB 
assign selid 3A4 and resxd 107 and name CB 
assign (segid 3A4 and resxd 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
assign segid 3A4 and resid 107 and name CB 
20 assign (segxd 3A4 and resid 107 and name CB 
ZV assign segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
assign segid 3A4 and resid 107 and name CB 
25 assign (segid 3A4 and resid 107 and name CB 
assign segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
30 assign (segid 3A4 and resid 107 and name CB 
alsign (segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
35 assign (segid 3A4 and resid 107 and name CB 
assign segid 3A4 and resid 107 and name CB 
assign (segid 3A4 and resid 107 and name CB 
assign segxd 3A4 and resid 107 and name M 
assign (segxd 3A4 and resid 107 and name N 
40 assign (segxd 3A4 and resid 107 and name N 
assign (segxd 3A4 and resid 107 and name H 
assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name N 
assign segid 3A4 and resid 107 and name H 
45 assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name N 
assign segxd 3A4 and resid 107 and name N 
lasx^n segxd 3A4 and resid 107 and name H 
assign (segid 3A4 and resid 107 and name N 
50 assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name N 
55 assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name N 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resxd 107 and name O 
60 assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
65 assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resxd 107 and name O 
assign (segid 3A4 and resid 107 and name O 
70 assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and tesid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
75 assign (segid 3A4 and resid 107 and name o 
assign (segid 3A4 and resid 107 and name O 
assign (segid 3A4 and resid 107 and name O 
assign (segxd 3A4 and resxd 107 and name o 
assxgn (segid 3A4 and resid 107 and name O 
80 assxgn (segid 3A4 and resid 107 and name O 
assxgn (segid 3A4 and resxd 108 and name C 
assign (segid 3A4 and resid 108 and name C 
assign (segid 3A4 and resid 108 and name C 



14.81 
11.15 
10.19 
11.02 
11.65 
14.08 
15.43 



(segid 3A4 and resid 130 and name CB ) l*- 6 * 
(segid 3A4 and resid 131 and name CA ) 15. B2 
(segid 3A4 and resid 131 and name CB ) 15.40 
(segid 3A4 and resid 132 and name CA ) 14.62 
(segid 3A4 and resid 132 and name CB ) 13.65 
(segid 3A4 and resid 133 and name CA ) 16.64 
(segid 3A4 and resxd 133 and name CB ) 16.84 
(segxd 3A4 and resxd 260 and name CA ) 18.43 
(segxd 3A4 and resid 263 and name CA ) 17.69 
(segid 3A4 and resid 263 and name CB ) 16.42 
(segid 3A4 and resid 264 and name CA ) 18.69 
(segid 3A4 and resid 267 and name CA 18.53 
(segid 3A4 and resid 267 and name CB ) 17. JJ 
(segid 3A4 and resid 400 and name CA ) 16.44 
(oegid 3A4 and resid 400 and name CB ) 16.68 
(segid 3A4 and resid 401 and name CA ) 17.40 
(segid 3A4 and resxd 402 and name CA ) 17.69 
(segid 3A4 and resid 402 and name CB ) 18.75 
(:,egid 3A4 and resxd 403 and name CA ) 14.46 
(segxd 3A4 and resid 403 and name CB ) 14.18 
(segid 3A4 and resid 404 and name CA ) 12.59 
(segid 3A4 and resid 404 and name CB ) 12.99 
(segid 3A4 and resid 405 and name CA 14.81 
(segid 3A4 and resid 405 and name CB ) 16.ZB 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 13.33 
{segid 3A4 and resxd 411 and name CA ) 10.53 
(segid 3A4 and resxd 411 and name CB ) 9.11 
(segid 3A4 and resxd 412 and name CA ) 
(segid 3A4 and resxd 414 and name CA 
(segid 3A4 and resxd 440 and name CA ) 
(segid 3A4 and resxd 107 and name C ) 
(segid 3A4 and resid 107 and name CA ) 
(segxd 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 107 and name O ) 
(segid 3A4 and resid 108 and name C ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and tesid 108 and name O ) 
(segid 3A4 and resid 109 and name C ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resxd 109 and name CB 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 109 and name O ) 
Isegid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name N ) 
(segid 3A4 and resid 110 and name O ) 
(segid 3A4 and resid 111 and name H ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 108 and name c ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name N ) 
(segid 3A4 and resid 108 and name O ) 
(segid 3A4 and resid 109 and name C ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB > 
(segid 3A4 and resid 109 and name N ) 
(segid 3A4 and resid 109 and name O ) 
(3egid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CA ) 

^ _ . i 44A M name Pm 1 



> 
) 
) 
) 
) 
) 
) 
> 
) 

) 

) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
} 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



1.00 
1.54 
1.95 
1.59 
1.85 
1.94 
2.12 
0.76 
0.4B 
0.53 
0.41 
0.41 
0.41 
0.71 
0.77 
0.44 
0.45 
0.54 
0.53 
0.67 
0.38 
0.46 
0.56 
0.55 
0.66 
0.71 
0.59 
0.82 
0.85 



(segid 3A4 and resxd 110 and name CB 
(segid 3A4 and resid 110 and name N 
(segid 3A4 and resid 110 and name O 
(segid 3A4 and resid 111 and name C 
(segid 3A4 and resid 111 and name CA 
(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and re*id 111 and name O 
(segid 3A4 and resxd 112 and name CA 
(segid 3A4 and resxd 112 and name N 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name O 
(segid 3A4 and resid 109 and name C 



12.53 
17.30 
17.43 
2.47 
1.46 
2.46 
3.48 
4.69 
4.21 
4.93 
2.84 
5.81 
5.54 
5.28 
5.38 
4.27 
6.74 
6.50 
5.49 
4.90 
4.73 
7.61 
6.35 
3.28 
2.94 
2.77 
4.24 
2.23 
3.47 
3.97 
4.27 
5.29 
3.32 
4.90 
3.68 
3.60 
3.38 
3.13 
5.03 
5.42 
4.26 
4.02 
3.27 
6.40 
6.98 
5.65 
2.51 
1.24 
3.07 



0.99 
0.92 
1.24 
1.40 
1.36 
1.44 
1.17 
0.76 
0.04 
0.02 
0.03 
0.05 
0.03 
0.06 
0.11 
0.06 
0.08 
0.05 
0.07 
0.13 



1.00 
1.54 
1.94 
1.59 
1.84 
1.95 
2.13 
0.76 
0.48 
0.53 
0.41 
0.41 
0.40 
0.72 
0.77 
0.44 
0.45 
0.53 
0.52 
0.67 
0.38 
0.47 
0.56 
0.54 
0.66 
0.71 
0.59 
0.83 
0.85 
0.99 
0.92 
1.23 
1.39 
1.36 
1.44 
1.16 
0.75 
0.03 
0.02 
0.02 
0.05 
0.04 
0.06 
0.12 
0.06 
0.08 
0.05 
0.08 
0.14 
0.06 
0.05 
0.17 
0.06 
0.07 
0.07 
0.16 
0.28 
0.09 
0.06 
0.04 
0.04 
0.03 
0.16 
0.15 
0.11 
0.16 
0.12 
0.16 
0.36 
0.26 
0.28 
0.25 
0.40 
0.43 
0.49 
0.50 
0.43 
0.54 
0.26 
0.31 
0.04 
0.01 
0.09 



06 
05 
.18 
,07 
.07 
0.07 
0.16 
0.28 
0.08 
0.07 
0.04 
0.04 
0.02 
0.16 
0.15 
0.10 
0.17 
0.11 
0.16 
0.37 
0.27 
0.29 
0.25 
0.39 
0.42 
0.49 
0.50 
0.43 
0.55 
0.26 
0.31 
0.04 
0.01 
0.09 



44 



assign (segid 3A4 and resid 108 and name C ) 
assign {segid 3A4 and resid 106 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and reqid 108 and name C ) 
5 assign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
10 assign (segid 3A4 and resid 106 and name C ) 
assign (segid 3A4 and xesid 106 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
a f, sign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
15 assign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and resid 108 and name C ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA } 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and rosid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
j segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CA ) 

(segid 3A4 and resid 108 and name CA ) 

60 assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA J 
asaign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
65 assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 10B and name CA ) 
assign (segid 3A4 and resid 106 and name CA ) 
70 assign (segid 3A4 and xesid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA ) 
assign (segid 3A4 and resid 108 and name CA 
assign (segid 3A4 and resid 108 and name CA 
(segid 3A4 and resid 108 and name CA 
(segid 3A4 and resid 108 and name CA 
(segid 3A4 and resid 108 and name CA 
(segid 3A4 and resid 108 and name CA 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



75 



80 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 109 and name CA 
(segid 3A4 and resid 109 and name CB 
(segid 3A4 and resid 109 and name N 
(segid 3A4 and resid 109 and name O 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name CA 
(segid 3A4 and resid 110 and name CB 
(segid 3A4 and resid 110 and name N 
(segid 3A4 and resid 110 and name O 
(segid 3A4 and resid 111 and name C 
(segid 3A4 and resid 111 and name CA 
(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 112 and name C 
(segid 3A4 and resid 112 and name CA 
(segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 108 and name C 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name O 
(segid 3A4 and resid 109 and name C 
(segid 3A4 and resid 109 and name CA 
(segid 3A4 and resid 109 and name CB 
(segid 3A4 and resid 109 and name N 
(segid 3A4 and resid 109 and name 0 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name CA 
(segid 3A4 and resxd 110 and name CB 
(segid 3A4 and resid 110 and name N 
(segid 3A4 and resid 110 and name O 
(segid 3A4 and resid 111 and name C 
(segid 3A4 and resid 111 and name CA 
(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 112 and name CA 
(segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 119 and name CA 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and xesid 120 and name CA 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 121 and name CA 
(segid 3A4 and resid 121 and name CB 
(segid 3A4 and xesid 122 and name CA 
(segid 3A4 and resid 122 and name CB 
(segid 3A4 and resid 123 and name CA 
(begid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 124 and name CA 
(segid 3A4 and resid 124 and name CB 
(segid 3A4 and resid 125 and name CA 
(segid 3A4 and resid 125 and name CB 
(segid 3A4 and xesid 126 and name CA 
(segid 3A4 and resid 127 and name CA 
(segid 3A4 and resid 127 and name CB 
(segid 3A4 and resid 128 and name CA 
(segid 3A4 and resid 128 and name CB 
(segid 3A4 and resid 129 and name CA 
(segid 3A4 and resid 129 and name CB 
(segid 3A4 and resid 130 and name CA 
(aegid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 131 and name CA 
(segid 3A4 and resid 131 and name CB 
(segid 3A4 and resid 132 and name CA 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 133 and name CA 
(segid 3A4 and resid 133 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 260 and name CA 
(segid 3A4 and resid 260 and name CB 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CB 
(segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 267 and name CA 

> (segid 3A4 and resid 267 and name CB 
) (segid 3A4 and resid 400 and name CA 
) (segid 3A4 and resid 400 and name CB 
) (segid 3A4 and resid 401 and name CA 
) (segid 3A4 and resid 402 and name CA 
) (segid 3A4 and re3id 403 and name CA 

> (segid 3A4 and resid 403 and name CB 



„„ (segid 3A4 and resid 108 and name CA . 

assign (segid 3A4 and resid 108 and name CA ) (segid 3A4 and resid 404 and name CA 

assign (segid 3A4 and resid 108 and name CA ) (segid 3A4 and resid 404 and name CB 

assign (segid 3A4 and resid 108 and name CA ) (segid 3A4 and resid 405 ana name CA 

assign (segid 3A4 and resid 108 and name CA ) (segid 3A4 and resid 405 and name CB 



2.43 
3.69 

I. 33 
3.94 
4.72 
4. SO 
5.17 
3.30 
5.86 
5.23 
4.60 
4.64 
3.98 
6.14 
7.14 
5.94 
5.01 
1.52 

I. 52 
2.39 
4.43 
3.81 
4.84 
2.44 
5.38 
5.64 
5.43 
5.74 
4.35 
6.81 
6.13 
5.48 
4.93 
4.78 
7.17 
6.16 

II. 06 
9.81 

12.49 
13.09 

II. 40 
12.13 
13.33 
14.76 
11.91 
12.30 

8.39 
7.77 
9.15 
9.38 
12.26 
12.12 
11.09 
10.60 
9.58 
11.93 
12.03 
14.82 
15.29 
14.70 
14.07 
14.16 
13.21 
16. 5S 
16.69 
17.35 
16.40 
16.32 
16.13 
14.87 
16.40 
16.82 
15.44 
16.82 
16.79 
17.37 
18.40 
15.66 
15.50 
12.97 
12.95 
15.02 
16.38 



0.02 
0.03 
0.00 
0.12 
0.30 
0.16 
0.14 
0.15 
0.30 
0.50 
0.50 
0.55 
0.42 
0.68 
0.28 
0.31 
0.37 
0.01 
0.01 
0.00 
0.08 
0.01 
0.03 
0.01 
0.11 
0.34 
0.18 
0-19 
15 
35 
58 
61 
70 
48 



0.-36 

0.41 

0.75 

0.56 

0.46 

0.59 

0.75 

0.81 

1.10 

1.09 

0.87 

0.89 

0.81 

0.67 

1.65 

1.94 

1.40 

1.33 

1.72 

1.15 

1.17 

1.97 

2.27 

1.34 

1.29 

1.34 

1.57 

1.48 

1.82 

1.84 

2.01 

1.21 

1.19 

1.27 

1.13 



17 
01 
72 
71 
24 
26 
10 
1.10 
1.12 
1.20 
1.11 
1.18 
1.14 
1.13 



0.02 

0.02 

0.00 

0.11 

0.30 

0.17 

0.14 

0.15 

0.30 

0.50 

0.51 

0.55 

0.42 

0.68 

0.29 

0.31 

0.37 

0.01 

0.01 

0.01 

0.08 

0.01 

0.03 

0.01 

0.10 

0.35 

0.19 

0.19 

0.16 

0.35 

0.5a 

0.61 

0.70 

0.48 

0.36 

0.41 

0.75 

0.57 

0.45 

0.60 

0.74 

0.81 

1.09 

1.08 

0.88 

0.B9 

0.82 

0.67 

1.64 

1.95 

1.41 

1.32 

1.71 

1.14 

1.16 

1.97 

2.26 

1.35 

1.29 

1.33 

1.56 

1.46 

1.82 

1.84 

2.01 

1.20 

1.19 

1.28 

1.13 

1.17 

1.02 

0.72 

0.72 

1.25 

1.25 

1.10 

1.10 

1.12 

1.19 

1.11 

1.18 

1.14 

1.12 



45 



10 



15 



aaa*gn Uegxd 3M and resxd 108 ana najae CA , (segld 3M and ce^d 406 and na-a « > 
assign (segxd 3A4 and resid 108 and name CA segid aw an ^ ^ ^ , . , « 

assign (segid 3A4 and resid 108 and name CA 
as^gn (segid 3A4 and resid 108 and name CA 
assign (segid 3A4 and resid 108 and name CA 
assign (segid 3A4 and resid 108 and name CA 
assign (segid 3A4 and resid 108 and name CA 
assign (segld 3A4 and resid 108 and name CA 
assign (segid 3A4 and resid 108 and name CA 
assign (segid 3A4 and resid 108 and name CA ) 



0.97 
0.91 



(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 



20 



25 



30 



35 



40 



45 



50 



55 



60 



assign \2£* X a'nS resIS Io8 and name CA , (segld 3A4 and resid 416 and name CA ) 

assign isegxd 3A4 and resid 108 and name CA segid 3A4 and resid ^ ^ ^ ^ 

assign (segid 3A4 and resid 108 and name CA segia j ^ ^ , 

assign (segid 3A4 and resid 108 and name CA segid 3A< an ^ ^ Q } 

assign (segid 3A4 and resid 108 and name CB segid 3A4 ana ^ ^ } 

assign (segid 3A4 and resid 108 and name CB segid 3A4 an ^ ^ cb ) 

assign (segid 3A4 and resid 108 and name CB segid 3A4 an ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 108 and name CB segia ^ ^ Q ) 

assign (segid 3A4 and resid 108 and name CB segid 3A4 ^ ^ ^ c 

sss sss s: :s sa ss n £ 1 a- - - s- a a s= s i 

SSS £ =5 SSS iol S =2 S - and resid 110 and name H , 

assign segid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name CB 
assign (seiid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 10B and name CB 
assign segid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name CB 
assign , * ^ and reSid i08 and name CB ) 

(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name CB J 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 108 and name CB ) 
a,o* y „ (segid 3A4 and resid 108 and name CB ) 
assign segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB > 
assign segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB 
assign seg\d 3A4 and resid 108 and name CB 
assign seiid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB 
t!tt«n f^aid 3A4 and resid 108 and name CB > 
astign segtd 3A4 and resid 108 and name CB » (segid 3A4 
assign segid 3A4 and resid 108 and name CB ) 
assign (segid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB 
assign segid 3A4 and resid 108 and name CB ) 
assign algid 3A4 and resid 108 and name CB 
assign Isegid 3A4 and resid 108 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and lesld 112 and name CA ) 
(segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 121 and name CA ) 
(segld 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB > 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 125 and name CA ) 



11.16 
11.31 
11.45 
14.53 
15.84 
14. 77 
11.76 
10.38 
12.55 
16.30 
15.77 
17.79 
18.70 
17.05 
15.74 
14.49 
5.48 
4.51 
5.32 
3.20 
6.39 
7.05 
6.60 
7.16 
5.60 
6.79 
6.17 
6.19 
8.07 
11.11 
9.90 
12.13 
12.63 
10.94 
11.75 
12.51 
13.94 
10.97 
11.42 
7.56 
7.14 
8.22 



00 
.69 
,82 
,42 
.47 
43 



65 



70 



assign t segia - 

assign (segid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name CB 
segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 



(segid 3A4 and resid 125 and name CB 8.64 
(segid 3A4 and resid 126 and name CA 11.21 
(segid 3A4 and resid 127 and name CA 10.87 
(segid 3A4 end resid 127 and name CB 10.65 
(segid 3A4 and resid 128 and name CA 9.35 
seqid 3A4 and resid 128 and name CB ) 8.38 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB 
(segid 3A4 and resid 130 and name CA 
and resid 130 and name CB ) 
and resid 131 and name CA ) 
and resid 131 and name CB ) 
and resid 132 and name CA ) 
isegia ^ and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
segid 3A4 and resid 133 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



) (segid 3A4 and resid 134 and name CA 
(segid 3A4 and resid 135 and name CA 
) segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA 
segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 260 and name CA 
segid 3A4 and resid 260 and name CB 

• - . j 1 C-3 9 nH name* r*A 1 



(segid 3A4 and resid 108 and name cb segxu ~» ngme ^ 

Uegid 3A4 and resid 108 and name CB segid 3A4 and res^ ^ ^ ^ ^ ) 



75 



80 



(segid 3A4 and resid 108 and name CB 

assian (segid 3A4 and resid 108 and name CB 

assign segid 3A4 and resid 108 and name CB 

assign segid 3A4 and resid 108 and name CB 
assign i » ^ ^ 1(JQ Qnd namQ ^ 

(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 
(segid 3A4 and resid 108 and name CB 
assian (segid 3A4 and resid 108 and name CB 
assian (segid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name CB 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



seqid 3A4 and resid 263 and name CB ) 
(seaid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
seqid 3A4 and resid 400 and name CA ) 
(seaid 3A4 and resid 400 and name CB ) 
(seaid 3A4 and resid 401 and name CA ) 
(seaid 3A4 and resid 402 and name CA ) 
seaid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(seqid 3A4 and resid 404 and name CA 1 
(seaid 3A4 and resid 404 and name CB ) 
seaid 3A4 and resid 405 and name CA ) 
I seaid 3A4 and resid 405 and name CB ) 
segid 3A4 and resid 406 and name CA ) 



10.75 
10.91 
13.58 
14.05 
13.42 
12.79 
12.97 
12.06 
15.38 
15.53 
17.33 
17.16 
16.19 
18.08 
17.16 
15.35 
15.21 
15.43 
14.12 
15.76 
16.58 
15.19 
16.08 
15.94 
16.74 
18.02 
15.33 
15.10 
12.60 
12.45 
14.85 
16.16 
16.02 



0.36 
0.38 
0.56 
0.89 
0.87 
0.51 
0.16 
0.77 
0.37 
0.22 
0.13 
0.12 
0.16 
0.12 
0.14 
0.35 
0.17 
0.15 
0.14 
0.66 
0.78 
0.50 
0.47 
0.88 
0.65 
0.66 
0.79 
0.83 
0.91 
1.20 
1.20 
0.91 
0.96 
0.81 
0.76 
1.69 
1.93 
1.54 
1.49 
1.87 
1.17 
1.18 
2.05 
2.33 
1.44 
1.45 
1.35 
1.56 
1.44 
1.80 
1.82 
1.99 
1.30 
1.08 
1.07 
1.42 
1.50 
1.39 
1.45 
1.40 
1.43 
1.28 
0.9B 
0.97 
1.44 
1.44 
1.36 
1.34 
1.31 
1.36 
1.36 
1.4b 
1.39 
1.40 
1.18 



0.96 
0.91 
1.00 
0.70 
0-82 
0.42 
0.48 
0.43 
0.36 
0.38 
0.56 
0.89 
0.B7 
0.52 
0.16 
0.77 
0.38 
0.22 
0.12 
0.12 
0.16 
0.12 
0.15 
0.35 
0.17 
0.15 
0.15 
0.66 
0.79 
0.50 
0.46 
0.68 
0.65 
0.65 
0.80 
0.84 
0.91 
1.21 
1.19 
0.92 
0.95 
0.60 
0.76 
1.70 
1.93 
1.53 
1.49 
1.87 
1.18 
1.19 
2.05 
2.34 
1.45 
1.44 
1.35 
1.55 
1.45 
1.80 
1.83 
1.99 
1.30 
1.08 
1.07 
1.42 
1.50 
1.39 
1.46 
1.40 
1.43 
1.28 
0.99 
0.97 
1.44 
1.45 
1.37 
1.34 
1.31 
1.36 
1.36 
1.46 
1.40 
1.41 
1.19 



46 



assign tsegxd 3A4 and resxd 108 and name CB > 
assign (segxd 3A4 and resxd 108 and name CB 
assign (segxd 3A4 and resxd 108 and name CB 



assign (segxd 3A4 and resid 108 and name CB 
5 assign tsegid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name CB 
assign (segid 3A4 and resxd 108 and name CB 
assign (segid 3A4 and resxd 108 and name CB 
10 assign (segid 3A4 and resxd 108 and name CB 
assign (segxd 3A4 and resid 108 and name CB 
assign (segxd 3A4 and resid 108 and name CB 
assign (segxd 3A4 and resid 108 and name CB 
assign (segxd 3A4 and resid 108 and name CB 
15 assign (segxd 3A4 and resxd 108 and name CB 
assign (segxd 3A4 and resid 108 and name CB ) 



12.80 

11.81 

11.56 

11.56 

14.94 

16.18 

15.38 

12.59 

11.19 

13.35 

17.03 

16.27 



assign (segxd 3A4 and resid 108 and name CB 
assign (segid 3A4 and resid 108 and name N 
assign (segid 3A4 and resid 108 and name N 
20 assign (segxd 3A4 and resid 108 and name N 
assign (segxd 3A4 and resxd 108 and name N 
assxgn (segxd 3A4 and resxd 108 and name N 
assign (segxd 3A4 and resxd 108 and name N 
assxgn (segxd 3A4 and resxd 108 and name N 
25 assign (segid 3A4 and resxd 108 and name N 
assign (segid 3A4 and resxd 108 and name N 
assxgn (segxd 3A4 and resxd 108 and name N 
assxgn (segxd 3A4 and resxd 108 and name N 
assign (segxd 3A4 and resid 108 and name N 
30 assign (segid 3A4 and resid 108 and name N 
assign (segxd 3A4 and resid 108 and name N 
assign (segxd 3A4 and resid 108 and name N 
assign (segxd 3A4 and resid 108 and name M 
assign (segid 3A4 and resid 108 and name N 
35 assign (segid 3A4 and resid 108 and name N 
assign (segid 3A4 and resid 108 and name « 
assign (segid 3A4 and resid 108 and name 
assign (segid 3A4 and resid 108 and name 
assign (segid 3A4 and resid 108 and name 
40 assign (segid 3A4 and resid 108 and name 
assign (segid 3A4 and resid 108 and name 
assign (segid 3A4 and resid 108 and name 
assign (segid 3A4 and resid 108 and name 
assign (segid 3A4 and resid 10B and name 
45 assign (segid 3A4 and resid 108 and name O 
assign (segxd 3A4 and resid 108 and name O 
assign (segxd 3A4 and resid 108 and name O 
assign (segxd 3A4 and resxd 108 and name O 
assxgn (segxd 3A4 and resxd 108 and name O 
50 assign (segid 3A4 and resxd 108 and name O 
assign (segid 3A4 and resxd 10 B and name O 
assign (segid 3A4 and resxd 108 and name O 
assxgn (segid 3A4 and resxd 108 and name O 
assxgn (segid 3A4 and resid 108 and name O 
55 assign (segid 3A4 and resxd 109 and name C 
assxgn (segid 3A4 and resid 109 and name C 
assLgn (segid 3A4 and resxd 109 and name C 
assxgn (segid 3A4 and resxd 109 and name C 
assxgn (segid 3A4 and resxd 109 and name C 
60 assxgn (segid 3A4 and resxd 109 and name C 
asaiqn (segid 3A4 and resxd 109 and name C 
assxgn (segid 3A4 and resxd 109 and name C 
assign (segid 3A4 and resid 109 and name C 
assxgn (segid 3A4 and resxd 109 and name C 
65 assxgn (segid 3A4 and resxd 109 and name C 
assign (segid 3A4 and resid 109 and name C 
assign (segxd 3A4 and resxd 109 and name C 
assign (segxd 3A4 and resxd 109 and name C 
assign (segid 3A4 and resid 109 and name C 
70 assign (segid 3A4 and resid 109 and name C 
assign (segxd 3A4 and resxd 109 and name CA » 
assign (segxd 3A4 and resxd 109 and name CA ) 
assign (segid 3A4 and resxd 109 and name CA ) 
assign (segid 3A4 and resxd 109 and name CA 
75 assign (segid 3A4 and resid 109 and name CA 
assign (segid 3A4 and resid 109 and name CA 
assxgn (segid 3A4 and resxd 109 and name CA ) 
assign (segid 3A4 and resxd 109 and name CA 
assign (segid 3A4 and tesxd 109 and name CA J 
80 assxgn (segid 3A4 and resxd 109 and name CA 
assign (segid 3A4 and tesxd 109 and name CA 
assign (segid 3A4 and resid 109 and name CA ) 



(spgid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segxd 3A4 and resxd 408 and name CA ) 
(segxd 3A4 and resxd 408 and name CB ) 
(segxd 3A4 and resxd 409 and name CA > 
(segxd 3A4 and resxd 409 and name CB ) 
(segxd 3A4 and resxd 410 and name CA ) 
(segxd 3A4 and resxd 411 and name CA J 
(segxd 3A4 and resxd 411 and name CB ) 
(segxd 3A4 and resxd 412 and name CA ) 
(segxd 3A4 and resxd 413 and name CA ) 
(segxd 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA 18.17 
(segid 3A4 and resid 416 and name CA ) 18.89 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA J 
(segxd 3A4 and resxd 440 and name CA ) 
(segxd 3A4 and resxd 108 and name C ) 
(segxd 3A4 and resxd 108 and name CA ) 
{segxd 3A4 and resxd 108 and name CB ) 
(segxd 3A4 and resxd 108 and name O ) 
(segxd 3A4 and resxd 109 and name C ) 
(segxd 3A4 and resxd 109 and name CA ) 
(segxd 3A4 and resxd 109 and name CB ) 
(segxd 3A4 and resxd 109 and name » ) 
(segxd 3A4 and resxd 109 and name O ) 
(segxd 3A4 and resxd 110 and name C ) 
(segxd 3A4 and resxd 110 and name CA ) 
(segxd 3A4 and resxd 110 and name CB ) 
(segid 3A4 and resxd 110 and name N ) 
(segid 3A4 and resxd 110 and name O ) 
(segid 3A4 and resxd 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name N ) 
(segid 3A4 and resid 112 and name N ) 
(segid 3A4 and resxd 108 and name CB ) 
(3egid 3A4 and resid 109 and name C > 
(*>egid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segxd 3A4 and resxd 109 and name N ) 
(segxd 3A4 and resxd 109 and name O ) 
(segid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name N ) 
(segid 3A4 and resid 110 and name 0 ) 
(segid 3A4 and resxd 111 and name C ) 
(segid 3A4 and resxd 111 and name CA ) 



I aeyiu «»rv» - — — — — 

(segid 3A4 and resxd 111 and name CB 
(segid 3A4 and resxd 111 and name N 
(segid 3A4 and resxd 111 and name O 
I segid 3A4 and resxd 112 and name C 
(segid 3A4 and resxd 112 and name CA 
(segxd 3A4 and resxd 112 and name N 
(segid 3A4 and resxd 109 and name CB 
(segxd 3A4 and resxd 109 and name O 
(segxd 3A4 and resxd 110 and name C 
(segxd 3A4 and resxd 110 and name CA > 
I sea id 3A4 and resxd 110 and name CB ) 



(segxd 3A4 and resxd 110 and name H 
(segxd 3A4 and resxd 110 and name 0 
(segxd 3A4 and resxd 111 and name C 
(segxd 3A4 and resxd 111 and name CA 
(segxd 3A4 and resxd 111 and name CB 
(segxd 3A4 and resxd 111 and name H 
(segxd 3A4 and resxd 111 and name O 
{segid 3A4 and resid 112 and name C 
(segid 3A4 and resid 112 and name CA > 
(segxd -3A4 and resid 112 and name H ) 
(segxd 3A4 and resid 112 and name 0 ) 
(segxd 3A4 and resid 109 and name C ) 
(segxd 3A4 and resid 109 and name CB > 
(segxd 3A4 and resid 109 and name O ) 
(segxd 3A4 and resid 110 and name C ) 
(segxd 3A4 and resid 110 and name CA ) 
(segxd 3A4 and resid HO and name CB ) 
(segid 3A4 and resid HO and name M ) 
(segxd 3A4 and resxd 110 and name 0 ) 
(segid 3A4 and resid HI and name C ) 
(segid 3A4 and resid HI and name CA ) 
(segid 3A4 and resid HI and name CB > 
(segid 3A4 and resid HI and name N ) 

P y . . . i „ J ~J ill nana CS \ 



assign (segid 3A4 and resid 109 and name CA segxu m ^ ^ Q 

assign (segid 3A4 and resid 109 and name CA } (seg* 



16.66 
15.62 
14.64 
2.44 
1.45 
2.43 
3.50 
4.68 
4.20 
4.97 
2.80 
5. -78 
5.72 
5.24 
5.20 
4.25 
6.92 
5.96 
5.49 
5.05 
6.92 
3.21 
3.09 
2.75 
4.21 
2.25 
3.61 
4.41 
4.55 
5.43 
3.55 
5.42 
4.25 
4.07 
3.96 
3.53 
5.09 
6.16 
4.86 
4.02 
2.52 
1.23 
3.05 
2.45 
3.72 
1.32 
3.96 
4.65 
4.44 
5.21 
3.22 
5.78 
5.53 
4.81 
3.96 
6.17 
1.53 
1.53 
2.38 
4.46 
3.83 
4.87 
2.45 
5.43 
5.59 
5.45 
5.92 
4.35 
6.63 



1.09 
1.17 
0.89 
1.00 
0.66 
0.74 
0.56 
0.37 
0.41 
0.48 
0.81 
1.02 
0.61 
0.39 
0.93 
0.63 
0.39 
0.01 
0.01 
0.02 
0.06 
0.05 
0.04 
0.04 
0.06 
0.07 
0.27 
0.12 
0.14 
0.12 
0.27 
0.52 
0.60 
0.41 
0.32 
0.07 
0.15 
0.03 
0.03 
0.01 
0.19 
0.41 
0.25 
0.20 
0.20 
0.42 
0.61 
0.60 
0.60 
0.51 
0.79 
0.39 
0.39 
0.47 
0.00 
0.01 
0.03 
0.01 
0.01 
0.01 
0.10 
0.04 
0.07 
0.10 
0.07 
0.12 
0.13 
0.16 
0.15 
0.45 
0.01 
0.01 
0.02 
0.05 
0.02 
0.02 
0.03 
0.10 
0.14 
0.15 
0.18 
0.12 
0.29 



1.09 
1.18 
0.89 
1.01 
0.67 
0.7S 
0.56 
0.37 
0.40 
0.49 
0.82 
1.02 
0.61 
0-39 
0.94 
0.64 
0.40 
0.02 
0.00 
0.02 
0.05 
0.05 
0.04 
0.04 
0.05 
0.07 
0.27 
0.12 
0.14 
0.12 
0.27 
0.51 
0.60 
0.41 
0.32 



08 
15 
03 
.03 
.00 
.19 
0.40 
0.26 
0.20 
0.20 
0.42 
0.62 
0.61 
0.61 
0.51 
0.79 
0.40 
0.40 
0.47 
0.01 
0.00 
0.03 
0.01 
0.01 
0.02 
O.H 
0.05 
0.06 
0.10 
0.07 
0.13 
0.13 
0.17 
0.16 
0.45 
0.01 
0.01 
0.03 
0.04 
0.02 
0.03 
0.02 
0.10 
0.15 
0.14 
0.18 
0.12 
0.29 
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assign (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resxd 112 and name C ) 6.48 0.11 0.11 
assign (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 112 and name CA ) 5.57 0.16 0.16 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 112 and name N ) 4.89 0.18 0-18 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 112 and name 0 ) 7.12 0.32 0.33 
5 assign (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 119 and name CA) 8.43 1.17 1.18 
assxgn (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resxd 119 and name CB ) 7.13 1.05 1.05 
assxgn (segxd 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 120 and name CA ) 10.32 0.77 0.77 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 120 and name CB ) 11.24 0.78 0.77 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 121 and name CA ) 9.17 0.83 0.B3 
10 assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 121 and name CB ) 9.64 0.83 0.83 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 122 and name CA J 11.89 0.99 1.00 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 122 and name CB ) 13.30 0.98 0.98 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 123 and name CA ) 11.25 0.82 0.82 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resxd 123 and name CB ) 11.64 0.78 0.78 
15 assxgn (segid 3A4 and resid 109 and name CA ) (segid 3A4 and resxd 124 and name CA ) 7.80 0.92 0.92 
assign (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 124 and name CB I 6.75 0.86 0.85 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and xesxd 125 and name CA ) 8.47 1.56 1.56 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 125 and name CB ) 8.19 2.03 2.02 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 126 and name CA) 11.77 1.44 1.44 
20 assign (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 127 and name CA) 12.46 0.73 0.73 
assign (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 127 and name CB) 12.27 1.05 1.04 
assign (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resxd 128 and name CA ) 11.55 0.59 0.59 
assign (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 128 and name CB ) 10.50 0.60 0.61 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 129 and name CA ) 12.73 1.63 1.63 
25 assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resxd 129 and name CB ) 12.48 2.04 2.03 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 130 and name CA ) 15.74 1.02 1.03 
assign (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 130 and name CB ) 16.04 0.88 0.89 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 131 and name CA ) 16.15 0.65 0.65 
assxgn (segxd 3A4 nnd resxd 109 and name CA ) (segid 3A4 and resid 131 and name CB) 15.54 0.82 0.82 
30 assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 132 and name CA ) 15.91 0.97 0.96 
absxgn (segid 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 132 and name CB ) 14.93 1.25 1.26 
assxgn (segid 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 259 and name CA ) 18.27 0.85 0.85 
assxgn (segid 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 259 and name CB ) 18-02 0-88 0.88 
assign (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and tesld 260 and name CA ) 15.76 0.82 0.81 
35 assign (segid 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 260 and name CB ) 15.84 0.91 0-91 
assxgn (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resid 261 and name CA ) 17.90 0.75 0.76 
assign (segid 3A4 and resxd 109 and name CA } (segid 3A4 and resid 262 and name CA ) 18-23 0.83 0.83 
assign (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resid 263 and name CA ) 14.59 0.84 0.84 
assxgn (segxd 3A4 and resid 109 and name CA ) (segxd 3A4 and resid 263 and name CB ) 13.56 0.85 0.85 
40 assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 264 and name CA) 14.44 0.77 0.77 
assign (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resid 265 and name CA ) 17.79 0.76 0.76 
assign (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 266 and name CA) 16.89 0.82 0.83 
assxgn (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 267 and name CA J 14.13 0-68 0.69 
assxgn (segid 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 267 and name CB ) 12.78 0.67 0.68 
45 assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 268 and name CA ) 16.68 0-58 0.S9 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 268 and name CB ) 17.44 0.53 0.53 
assxgn (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resid 270 and name CA ) 17.56 0.80 0.81 
assxgn (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resid 270 and name CB ) 16.47 0.80 0.80 
assxgn (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resid 271 and name CA ) 16.74 0.94 0.94 
50 assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resxd 271 and name CB ) 15.95 0.92 0.93 
assxgn (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resid 277 and name CB ) 17.69 0.99 0.98 
assign (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 281 and name CA ) 18.30 0.74 0.74 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 281 and name CB ) 17.84 0.77 0.77 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 400 and name CA ) 16.83 1-05 1.05 
55 assxgn (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and reBid 400 and name CB ) 16.91 1.00 1.00 
assign (segid 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 401 and name CA J 16.59 0.91 0.91 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resxd 402 and name CA ) 17.52 1.09 1.10 
assxgn (segxd 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 403 and name CA ) 15.25 1.19 1.19 
assign (segid 3A4 and resxd 109 and name CA ) (segxd 3A4 and resid 403 and name CB ) 15.43 1.23 1.23 
60 assign (segxd 3A4 and resxd 109 and name CA j (segxd 3A4 and resxd 404 and name CA ) 12-19 1.06 1.06 
assxgn (segid 3A4 and resid 109 and name CA ) (segid 3A4 and resid 404 and name CB ) 12.17 0.99 0.99 
assign (segxd 3A4 and resid 109 and name CA ) (segid 3A4 and resid 405 and name CA ) 13.43 1.23 1.24 
assign (segid 3A4 and resid 109 and name CA ) (segid 3A4 and resid 405 and name CB ) 14.72 1-20 1.19 
assign (segid 3A4 and resid 109 and name CA ) (segid 3A4 and resid 406 and name CA ) 14.60 1.28 1.28 
65 assxgn (segid 3A4 and resid 109 and name CA I (segid 3A4 and resid 407 and name CA ) 11.47 1.31 1.31 
assign (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and resid 407 and name CB ) 11.01 1.39 1.39 
assxgn (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 408 and name CA ) 9.32 0-99 0.99 
assxgn (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 408 and name CB ) 9.33 0.99 0.99 
assxgn (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 409 and name CA) 12.14 0.73 0.74 
70 assxgn (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 409 and name CB ) 13.46 0.74 0.74 
assign (segid 3A4 and resid 109 and name CA ) (segid 3A4 and resxd 410 and name CA ) 12.86 0.80 0.80 
assxgn (segxd 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 411 and name CA ) 9.75 0.64 0.65 
assxgn (segid 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 411 and name CB ) 8.56 0.72 0.73 
assign (segid 3A4 and resxd 109 and name CA ) (segxd 3A4 and resxd 412 and name CA ) 9.68 0.59 0.59 
75 assxgn (segxd 3A4 and lesid 109 and name CA ) (segid 3A4 and resxd 413 and name CA ) 12.90 0.97 0.97 
assign (segid 3A4 end resxd 109 and name CA ) (segxd 3A4 and resid 414 and name CA ) 12.22 0.87 0.87 
asaign (segxd 3A4 and resid 109 and name CA ) (segxd 3A4 and resid 415 and name CA ) 14.23 0.64 0.64 
assign (segxd 3A4 and resxd 109 and name CA ) (segid 3A4 and xesid 415 and name CB ) 15.03 0.98 0.99 
assxgn (segxd 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 416 and name CA ) 15.28 0.54 0.53 
80 assign (segvd 3A4 and resid 109 and name CA ) (segxd 3A4 and resxd 417 and name CA ) 16.61 1.02 1.02 
assxgn (segid 3A4 and tesid 109 and name CA ) (segxd 3A4 and resxd 437 and name CA ) 16.32 1.08 1.09 
assign (segid 3A4 and resid 109 and name CA ) (segid 3A4 and cesid 438 and name CA > 14.49 0.87 0-88 
assign (segid 3A4 and resid 109 and name.CA ) (segid 3A4 and resid 439 and name CA ) 12.91 0.69 0.69 
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assign (aegid 3A4 and resid 109 and name CA ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB 
assign Isegld 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB J 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB > 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
uo.^v,.. (segid 3A4 and resid 109 and name CB ) 
30 assign (segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 



10 



15 



20 



25 



35 



40 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name M ) 
(segid 3A4 and resid 110 and name O ) 
• and resid 111 and name C ) 
and resid 111 and name CA ) 
and resid 111 and name CB ) 
and resid 111 and name N ) 
and resid 112 and name C ) 
and resid 112 and name CA ) 
and resid 112 and name N ) 
l5eyi u and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 
and resid 121 and name CA ) 
and resid 121 and name CB > 
and resid 122 and name CA ) 
and resid 122 and name CB ) 
and resid 123 and name CA ) 
and resid 123 and name CB ) 
and resid 124 and name CA ) 
t5e aia j/« and resid 124 and name CB ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB > 
(segid 3A4 and resid 128 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 109 and name « seg*« — ™ — B and name CB , 
(segid 3A4 and resid 109 and name CB segid ana 

(segid 3A4 and resid 109 and name CB ) (segid 3A4 ana resia x« * ^ „ D , 



(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB > 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
and resid 260 and name CB ) 



(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
as3i g» (segid 3A4 and resid 109 and name CB ) 

assign (segid 3A4 and resid 109 and name CB ~, ~~ -~- ^ ^ ^ ■ 

45 assign (segid 3A4 and resid 109 and name CB segid 3A4 ana nane CA ) 

assign (segid 3A4 and resid 109 and name CB segid 3A4 ana r ^ ^ > 

assign (segid 3A4 and resid 109 and name CB segid 3A4 ana ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 109 and name CB ) isegia a . i 

assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB 
(segid 3A4 and resid 109 and name CB } 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 



60 



assign isegjuu ouu - — — : 

assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB ) 
65 assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
70 assign (segid 3A4 and resid 109 and name CB > 
assign I segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB j 
assign (segid 3A4 and tesid 109 and name CB ) 
75 assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB ) 
80 assign (segid 3A4 and resid 109 and name CB ) 
assign (segid 3A4 and resid 109 and name CB I 
assign (segid 3A4 and resid 109 and name CB 
assign (segid 3A4 and resid 109 and name CB > 



(segid 3A4 



isegia «"«-• - 

(segid 3A4 and resid 263 and name CB J 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 269 and name CA > 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 



11.20 
5.50 
4.57 
5.48 
3.24 
6.39 
6.97 
6.83 
7.37 
5.63 
7.49 
6.74 
6.19 
8.43 
7.09 
10.08 
11.09 
8.50 
8.83 
11.31 
12.74 
11.06 
11.59 
7.68 
6.68 
7.86 
7.41 
11.07 
12.07 
11.99 
11.20 
10.18 
12.14 
11.78 
15.19 
15.48 
15.81 
15.26 
15.58 
14.60 
17.29 
17.07 
14.88 
15.07 
16.94 
17.07 
17.65 
13.40 
12.41 
13.37 
16.64 
15.60 
12.90 
11.58 
15.57 
16.36 
18.05 
16.30 
15.19 
15.65 
14.91 
17.31 
16.49 
18.59 



0.66 
0.03 
0.04 
0.08 
0.05 
0.14 
0.08 
0.09 
0.17 
0.09 
0.20 



(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 17.61 
(segid 3A4 and resid 281 and name CA ) 17.12 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 399 and name CA > 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB > 
(segid 3A4 and resid 403 and name CA J 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 



0.66 
0.03 
0.04 
0.06 
0.04 
0.14 
0.08 
0.09 
0.16 
0.09 
0.19 
0.19 
0.18 
1.57 
1.49 
1.18 
1.18 
1.00 
0.90 
1.09 
1.08 
0.99 
0.96 
1.07 
1.09 
1.51 
2.01 
1.52 
0.63 
0.91 
0.47 
0.51 
1.53 
1.98 
1.00 
0.85 
0.39 
0.58 
0.74 
1.01 
0.67 
0.68 
0.73 
0.85 
0.73 
0.67 
0.70 
0.68 
0.68 
0.71 
0.70 
0.76 
0.66 
0.66 
0.62 
0.59 
0.67 
0.79 
0.80 
0.93 
0.94 
0.94 
1.00 
0.77 
0.81 
0.93 
0.94 
1.10 
0.94 
0.85 
0.80 
1.08 
1.14 
1.20 
1.23 
0.99 
0.86 
1.23 
1.19 
1,39 
1.47 
1.54 
1.05 



16.70 
18.91 
15.78 
15.91 
15.37 
16.26 
17.63 
14.10 
14.36 
11.00 
11.00 
12.12 
13.39 
13.36 
10.35 
9.95 
8.09 



20 
.18 
.57 
.49 
.18 
.19 
.01 
0.89 
1.09 
1.08 
1.00 
0.95 
1.08 
1.09 
1.50 
2.00 
1.52 
0.63 
0.90 
0.47 
0.51 
1.53 
1.98 
1.00 
0.85 
0.39 
0.S8 
0.74 
1.01 
0.67 
0.69 
0.72 
0.84 
0.73 
0.6B 
0.70 
0.69 
0.68 
0.71 
0.70 
0.76 
0.65 
0.67 
0.62 
0.59 
0.68 
0.80 
0.79 
0.93 
0.94 
0.94 
0.99 
0.78 
0.81 
0.93 
0.93 
1.09 
0.93 
0.85 
0.81 
1.08 
1.15 
1.21 
1.23 
1.00 
0.85 
1.24 
1.39 
1.39 
1.46 
1.5fl 
1.05 
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assign (segid 3A4 and resxd 109 and name CB 
assxgn (segxd 3A4 and resxd 109 and name CB 
assxgn (segid 3A4 and rebid 109 and name CB 
assign (segid 3A4 and resxd 109 and name CB 
assign (segid 3A4 and resxd 109 and name CB 
assign jsegxd 3A4 and resxd 109 and name CB 
assign (segid 3A4 and resxd 109 and name CB 
assign (segxd 3A4 and resxd 109 and name CB 
assxgn (segxd 3A4 and resxd 109 and name CB 
assxgn (segxd 3A4 and resxd 109 and name CB 
assxgn (segxd 3A4 and resxd 109 and name CB 
assxgn (segxd 3A4 and resxd 109 and name CB 
assxgn (segxd 3A4 and resxd 109 and name CB 
assxgn (segxd 3A4 and resxd 109 and name CB 
assxgn (segxd 3A4 and resxd 109 and name CB 
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1.49 
0.91 
0.91 
1.04 
1.06 
1.34 
1.50 
1.65 
1.58 
1.50 
1.94 
1.48 
1.78 
1.62 
1.58 
1.81 
1.84 
2.14 
1.82 
1.42 
1.26 
1.35 
1.49 
0.91 
0.86 
1.58 
1.40 
1.78 
1.91 
1.46 
1.35 
1.60 
1.57 
1.38 
1.50 
1.52 



.49 
4.55 
5.43 



3.23 
6.41 
6.89 
6.81 
7.24 
5.62 
6.86 
6.41 



.83 
.92 
.91 
.14 
.26 
.84 
.89 
1.33 
2.00 
2.01 
1.93 
1.98 
1.48 
1.16 
1.06 
1.40 
1.31 
1.07 
1.11 
1.11 
1.18 
2.46 
0.92 
1.90 
2.23 
0.07 
0.05 
0.04 
0.05 
0.16 
0.11 
0.07 
0.08 
0.06 
0.36 
0.22 



50 
47 
1.18 
1.34 
1.37 
1.26 
1.40 
1.79 
1.82 
1.93 
1.91 
2.13 
2.25 
1.85 
1.90 
1.33 
2.00 
2.01 
1.93 
1.98 
1.48 
1.16 
1.05 
1.39 
1.31 
1.07 
1.11 
1.11 
1.17 
2.45 
0.91 
1.90 
2.23 
0.07 
0.05 
0.05 
0.06 
0.17 
0.11 
0.06 
0.09 
0.07 
0.35 
0.21 



51 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign t segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



10 and name CD ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB } 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 



13 and name CB ) 
13 and name N ) 
19 and name CA ) 

19 and name CS ) 

20 and name CA ) 

20 and name CB ) 

21 and name CA ) 

21 and name CB ) 

22 and name CA > 

23 and name CA ) 

23 and name CB ) 

24 and name CA ) 

24 and name CB ) 

25 and name CA ) 

29 and name CA ) 

30 and name CA ) 



31 and name CB ) 

32 and name CA ) 

32 and name CB ) 

33 and name CA ) 
33 and name CB ) 



(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and re* id 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 315 and name CA ) 

(segid 3A4 and resid 315 and name CB ) 

(segid 3A4 and resid 316 and name CA ) 

I segid 3A4 and resid 317 and name CA ) 

(segid 3A4 and resid 31 and name CA ) 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 343 and name CA ) 

(segid 3A4 and resid 343 and name CB } 

(segid 3A4 and resid 344 and name CA > 

(segid 3A4 and resid 344 and name CB ) 

(segid 3A4 and resid 345 and name CA 

(segid 3A4 and resid 345 and name CB ) 

10 and name , (segid 3A4 and resid 346 and name CA 

10 and name CB ) (segid 3A4 and resid 346 and name CB 

10 and name CB ) (segid 3A4 and resid 347 and name CA 

10 and name CB ) (segid 3A4 and resid 347 and name CB 

10 and name CB ) (segid 3A4 and resid 348 and name CA 

10 and name CB ) (segid 3A4 and resid 349 and name CA 

\°0 £5 name CB (segid 3A4 and resid 349 and name CB 

10 and name CB ) (segid 3A4 and resid 34 and name CA 

10 and name CB ) (segid 3A4 and resid 34 and name CB 

10 and name CB ) (segid 3A4 and resid 350 and name CA 

( segid 3A4 and resid 350 and name CB ) 

(segid 3A4 and resid 351 and name CA 

( segid 3A4 and resid 352 and name CA ) 

(segid 3A4 and resid 352 and name CB 

(segid 3A4 and resid 353 and name CA 

(segid 3A4 and resid 353 and name CB 

i'o and name CB ) (segid 3A4 and resid 354 and name CA 

10 and name CB ) (segid 3A4 and resid 354 and name CB 

10 and name CB ) (segid 3A4 and resid 356 and name CB 

(seqid 3A4 and resid 357 and name CB ) 

(segid 3A4 and resid 35 and name CA ) 

{ segid 3A4 and resid 360 and name CA ) 

(segid 3A4 and resid 360 and name CB ) 

10 and name cb , (segid 3A4 and resid 361 and name CA 

lo and name CB ) (segid 3A4 and resid 361 and name CB ) 

10 and name CB ) (segid 3A4 and resid 36 and name CA > 
lo ana name i y ^ ^ resid 31 and name ^ > 

(seqid 3A4 and resid 37 and name CB ) 
segid 3A4 and resid 382 and name CB ) 15.31 
segid 3A4 and resid 38 and name CA 14.92 
(segid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 39 and name CA ) 
(segid 3A4 and resid 39 and name CB ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 4 33 and name CA 
(segid 3A4 and resid 10 and name C 5 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
* and resid 



10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 



10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 



10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name CB ) 
10 and name N ) 



5.63 
5.96 
10.71 
11.84 
11.72 
13.05 
11.47 
10.57 
12.90 
12.01 
10.84 
14.85 
15.84 
15.19 
16.62 
14.40 
14.67 
15.76 
14.27 
13.36 
12.91 
13.90 
9.71 
B.51 
10.36 
11.53 
14.69 
15.28 
11.89 
11.04 
11.36 
12.65 
8.64 
7.37 
10.94 
12.06 
9.22 
7.51 
6.81 
8.38 
7.58 
10.78 
11.66 
12.32 
10.76 
9.69 
11.69 
12.17 
14.09 
14.00 
16.28 
16.14 
11.10 
14.42 
13.32 
14.01 
13.56 
13.43 
16.07 
16.46 



10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 
10 and name N 



(segid 3A4 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 
(segid 3A4 



and resid 
and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 



10 and name CA ) 
10 and name CB ) 

10 and name O ) 

11 and name C ) 
11 and name CA ) 
11 and name CB ) 
11 and name N ) 

11 and name O ) 

12 and name C ) 
12 and name CA ) 
12 and name CB ) 
12 and name N ) 
12 and name 0 ) 



0.24 
0.12 
1.24 
1.30 
0.97 
0.97 
1.19 
1.22 
1.55 
1.67 
1.81 
1.70 
1.61 
2.01 
1.72 
2.11 
2.24 
2.22 
2.56 
2.39 
1.72 
1.56 
1.70 
1.81 
1.25 
1.27 
2.04 
1.88 
2.29 
2.39 
2.03 
1.95 
2-18 
2.11 
2.06 
2.18 
2.19 
2.11 
2.02 
1.44 
1.49 
1.85 
1.77 
1.96 
2.18 
2.25 
2.11 
2.08 
2.16 
2.23 
2.04 
2.18 
1.47 
2.28 
2.29 
2.21 
2.21 
1.76 
1.34 
1.11 
1.92 
1.27 
1.27 
1.54 
1.66 
2.44 
2.02 
2.28 
2.48 
0.04 
0.00 
0.01 
0.03 
0.09 
0.09 
0.09 
0.10 
0.14 
0.24 
0.09 
0.13 
0.10 
0.24 



13.97 
14.16 
13.21 
13.87 
13.13 
14-31 
14.41 
2.45 
1.46 
2.48 
3.52 
4.69 
4.18 
4.92 
2.78 
5.82 
5.75 
5.33 
5.36 
4.2* 
6.94 



0.24 
0.13 
1.24 
1.29 
0.98 
0.96 
1.19 
1.21 
1.55 
1.67 
1.80 
1.71 
1.61 
2.01 
1.73 
2.11 
2.25 
2.22 
2.57 
2.39 
1.73 
1.57 
1.70 
1.81 
1.26 
1.27 
2.03 
1.88 
2.29 
2.40 
2.03 
1.95 
2.17 
2.10 
2.05 
2.19 
2.20 
2.12 
2.03 
1.44 
1.48 
1.85 
1.77 
1.96 
2.19 
2.25 
2.10 
2.08 
2.16 
2.22 
2.03 
2.18 
1.46 
2.28 
2.29 
2.21 
2.21 
1.76 
1.33 
1.11 
1.93 
1.27 
1.26 
1.55 
1.66 
2.44 
2.02 
2.28 
2.49 
0.04 
0.01 
0.01 
0.04 
0.10 
0.09 
0.09 
0.11 
0.14 
0.23 
0.09 
0.13 
0.09 
0.25 



52 



10 



15 



20 



25 



30 



35 



{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assian (segid 3A4 and resid 110 and name C 
assign (segid 3A4 and resid 110 and name C 
assign (segid 3A4 and resid 110 and name C 
assign (segid 3A4 and resid 110 and name C 
I segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CA 
(segid 3A4 and resid 110 and name CA 
assign (segid 3A4 and resid 110 and name CA 
assign segid 3A4 and resid 110 and name CA 
assign segid 3A4 and resid 110 and name CA 

° y . — . i M 11 n anri name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



10 and name N 
10 and name N 
10 and name N 
10 and name O 
10 and name O 
10 and name O 
10 and name 0 
10 and name O 
10 and name O 
10 and name 0 
10 and name O 
10 and name O 
10 and name O 
10 and name 0 
10 and name O 
10 and name O 
10 and name O 
10 and name O 
10 and name O 
10 and name O 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name O ) 
(segid 3A4 and resid 111 and name C J 
(segid 3A4 and resid 111 and name CA ) 
{segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name N ) 
(segid 3A4 and resid 111 and name O ) 
(segid 3A4 and resid 112 and name C ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name N ) 
(segid 3A4 and resid 112 and name O 
(segid 3A4 and resid 110 and name C ) 
(segid 3A4 and resid 110 and name CB > 
(segid 3A4 and resid 110 and name O ) 
(segid 3A4 and resid 111 and name C ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB > 
(segid 3A4 and resid 111 and name N ) 



13 and name CA ) 
13 and name CB ) 
13 and name N > 

10 and name CB ) 

11 and name C ) 
11 and name CA ) 
11 and name CB > 
11 and name t* ) 

11 and name O ) 

12 and name C ) 
12 and name CA ) 
12 and name CB ) 
12 and name N ) 

12 and name O ) 

13 and name C ) 
13 and name CA ) 
13 and name CB ) 
13 and name N ) 
13 and name O ) 
34 and name CB ) 



40 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



( segia -mm . 

(segid 3A4 and resid 120 and name CA 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB J 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 



assign isegia j«« «*»»«-■ — - 

assign (segxd M and resid 110 and name CA -jj — ^ find „ ame Q , 

assign (segid 3A4 and resid 110 and name CA sag m an<J ^ c , 

assign (segid 3A4 and resid 110 and name CA segia m ^ ^ ^ , 

assign (segid 3A4 and lesid 110 and name CA segid 3A m ^ m n J 

assign (segid 3A4 and resid 110 and name CA iseg name Q , 

assign (segid 3A4 and resid 110 and name CA segid 3A< ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 110 and name CA segia ^ ^ ^ CB , 

45 SIS KS2 £ and resid lio SS 2= £ I SSS S. and resid 120 and name CA , 

— - 8SS Si a^d restd SS =2 S= S 
(segid 3A4 and tesid 110 and name CA 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CA 
(segid 3A4 and resid 110 and name CA 
(segid 3A4 and resid 110 and name CA ) 
assign (segid 3A4 and resid 110 and name CA 

assign segid 3A4 and resid 110 and name CA wb «j «j- — namQ ^ , 

assign Isegid 3A4 and resid 110 and name CA segid 3A4 and resid ^ ^ ^ ] 

assign (segid 3A4 and resid 110 and name CA ) segia sm a CA ) 

assign (segid 3A4 and resid 110 and name CA segid 3A4 and resid ^ ^ ^ ^ } 

assign (segid 3A4 and resid 110 and name CA segid 3A< a a ^ ^ ^ ) 

assign (segid 3A4 and resid 110 and name CA segid 3M ana l2B and naine ^ , 

assign (segid 3A4 and resid 110 and name CA segid £ 128 and name CB ) 

assign (segid 3A4 and resid 110 and name CA ) segia am ^ ^ , 

assign (segid 3A4 and resid 110 and name CA segid 3M ana ^ ^ cB ) 

(segid 3A4 and resid 110 and name CA segia a ^ ^ } 

(segid 3A4 and resid 110 and name CA segid 3A4 ana re cb ) 

(segid 3A4 and resid 110 and name CA segid 3A4 and res ^ } 

(segid 3A4 and resid 110 and name CA segid 3A4 and r.s ^ ^ ^ 

assign (segid 3A4 and resid 110 and name CA segia £ ^ nfime ^ 3 

assign (segid 3A4 and resid 110 and name CA segia ^ ^ ^ , 34 

assign (segid 3A4 and resid 110 and name CA segid 3A ^ ^ } _ 

assign (segid 3A4 and resid 110 and name CA segid 3M a 2fi7 ^ name CB j 

assign (segid 3A4 and resid 110 and name CA segid m a ^ name CB } 

assign (segid 3A4 and resid 110 and name CA segid M ^ najne ^ } 

assign (segid 3A4 and resid 110 and name CA segid 3M a name ^ ^ 

assign (segid 3A4 and resid 110 and name CA segid 3A4 ^ ^ J 

assign (segid 3A4 and resid 110 and name CA segid 3Aa 4Q3 and name CB ) 

assign (segid 3A4 and resid 110 and name CA segia gnd name ^ , 

assign (segid 3A4 and resid 110 and name CA segid 3M ^ ^ ^ } M ^ 

assign (segid 3A4 and resid 110 and name CA segid 3Aj 4q5 ^ ^ } J4 

assign (segid 3A4 and resid 110 and name CA segid 3Aa en Qnd ^ ^ } ^ 25 

assign (segid 3A4 and resid 110 and name CA segid 3A4 ana ^ ^ } ^ 3< 

assign (segid 3A4 and resid 110 and name CA segid 3A4 ana ^ 
assign (segid 3A4 and resid 110 and name CA ) (segid 3A4 ana res 



60 



65 



assign 
assign 
assign 
assign 
assign 



5.86 
5.34 
5.01 
3.22 
3.04 
2.75 
4.22 
2.23 
3.62 
4.14 
4.41 
5.32 
3.44 
5.07 
3.90 
3.74 
3.55 
3.30 
5.06 
6. IB 
2.48 
1.23 
3.20 
2.44 
3.65 
1.33 
4.32 
4.82 
4.47 
3.18 
5.43 
1.52 

I. 52 
2.40 
4.56 
3.81 
4.79 
2.43 
5.72 
5.85 
5.49 
4.31 
6.43 

10.57 
9.36 
13.12 
14.11 
12.19 
12.49 
15.22 
16.59 
14.65 
14.94 

II. 21 
10.07 
11.88 
11.51 
15.10 
15.82 
15.63 
14.70 
13.63 
15.70 
15.45 
18.53 
17.53 
19.02 



70 



75 



80 



0.44 
0.49 
0.35 

0.03 
0.13 
0.04 
0.03 
0.02 
0.25 
0.18 
0.23 
0.26 
0.22 
0.19 
0.28 
0.11 
0.16 
0.18 
0.25 
1.13 
0.03 
0.00 
0.10 
0.01 
0.03 
0.01 
0.10 
0.21 
0.21 
0.19 
0.71 
0.01 
0.01 
0.02 
0.09 
0.02 
0.05 
0.01 
0.07 
0.28 
0.23 
0.19 
0.78 
1.03 
0.93 
0.78 
0.66 
0.98 
1.01 
1.03 
1.02 
0.83 
0.78 
0.94 
0.81 
1.56 
2.09 
1.45 
0.62 
0.99 
0.70 
0.76 
1.73 
2.16 
1.20 
1.50 
0-59 
0.53 
0.52 
0.65 
0.89 
0.87 
1.44 
0.66 
0.52 
0.69 
0.79 
0.5? 
0.50 
0.72 
0.72 
0.68 
0.65 



16.23 
15.01 
17.38 
19.01 
18.79 
16.64 
16.88 
13.97 



0.44 
0.49 
0.35 
0.03 
0.14 
0.04 
0.04 
0.02 
0.24 
0.18 
0.24 
0.26 
0.21 
0.18 
0.29 
0.11 
0.15 
0.18 
0.25 
1.14 
0.03 
0.00 
0.09 
0.02 
0.04 
0.00 
0.09 
0.21 
0.21 
0.18 
0.71 
0.01 

0.01 

0.01 
0.09 
0.01 
0.05 
0.01 
0.07 
0.28 
0.24 
0.19 
0.77 
1.03 
0.93 
0.77 
0.66 
0.98 
1.02 
1.03 
1.01 
0.82 
0.78 
0.94 
0.81 
1.57 
2.08 
1.45 
0.62 
1.00 
0.69 
0.76 
1.72 
2.16 
1.19 
1.49 
0.59 
0.52 
0.51 
0.64 
0.88 
0.87 
1.44 
0.66 
0.52 
0.69 
0.79 
0.52 
0.50 
0.72 
0.73 
0.69 
0.66 
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11.69 
10.14 
10.58 
12.31 
13.76 
12-23 
8.64 
7.64 
8.86 
12.39 
12.63 
14.99 
15.59 
16.59 
17.66 

n.n 

15.10 
12.79 

(segid 3A4 and resid 110 and name , i«jy« — ~ = In and name CA ) 4*.49 
(segid 3A4 and resid 110 and name CB segid 3A4 and name CB ) 5.22 

(segid 3A4 and resid 110 and name CB segxd 3A4 and re ^ } 3 _ w 

(segid 3A4 and resid 110 and name CB segid 3A4 and res name 0 ) 6.66 

(segid 3A4 and resid 110 and name CB ) segid 3A4 ana re 7 ^ 

assign (segid 3A4 and resid 110 and name CB segid 3A4 and resxd 112 ^ ^ ^ ^ 
25 assign (segid 3A4 and resid 110 and name CB segxd 3A4 and res ^ ^ ^ } 

assign (segid 3A4 and resid 110 and name CB segid 3Aa ana ^ ^ } 

assign (segid 3A4 and resid 110 and name CB segid 3A4 and re* ^ ^ cb j 

SSS 3A 4 4 ana SSS U0 S « 5 ! KS? SS and resid 120 and name CA , 



10 



15 



20 



assign (segid 3A4 and resid 110 and name CA j (segid 3A4 and resid 407 and name CB , 
assign (segid 3A4 and resid 110 and name CA segid 3A4 ana r ^ ^ ^ ) 

ssc isss s ss sss s ss 1 J - - s- a a = s ; 

isss ss ss sss 2 1 3 ss ss sss :s ss ss a 
isss s: a sss ss ss ss a sss s. «- ««* :s «- » , 

segid 3A4 and resid 110 and name CA segxd 3A4 and resxd 412 and name 
(segid 3A4 and resxd 110 and name CA segxd 3A4 and resxC u ^ ^ ( 
{SS 35 SS SSS "°0 SS SS S ! iSSS SS and resxd 41S and name CA , 
(segid 3A4 and resid 110 and name CA ) 
and resid 110 and name CA ) 
and resid 110 and name CA ) 
vaeym .™ and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CA ) 
and resid 110 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 439 and name CA 
(segid 3A4 and resid 440 and name CA 1 
(segid 3A4 and resid 111 and name C > 



30 



35 



40 



45 



50 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
and resid 110 and name CB ) 
and resid 110 and name CB ) 
and resid 110 and name CB ) 
\ 3B g iU and resid 110 and name CB > 
(segid 3A4 and resid 110 and name CB > 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and' nsme CB ) 
" and resid 110 and name CB ) 
and resid 110 and name CB ) 
and resid 110 and name CB ) 
and resid 110 and name CB ) 
and resid 110 and name CB ) 
tsegiu j*vi and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB > 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resxd 110 and name CB ) 

and resid 110 and name CB ) 

and resid 110 and name CB ) 
and resid 110 and name CB ) 
iee g A u and resid 110 and name CB ) 
(segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid liO and name CB > 
assign (segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid 110 and name CB ) 
assign (segid 3A4 and resid 110 and name cb > 
assign (segid 3A4 and resid 110 and name CB } 
assign (segid 3A4 and resid 110 and name CB j 
assign I segid 3A4 and resid 110 and name CB I 
assign (segid 3A4 and resid 110 and name CB 
assign (segid 3A4 and resid 110 and name CB I 
assign (segid 3A4 and resid 110 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
assign (segid 3A4 
assign 
assign 



(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 128 and name CA J 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 132 and name CA > 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB > 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segxd 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resxd 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segxd 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and lesid 411 and name CB ) 
(segxd 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 



assxgn (segxd 3A4 and resid 110 and name c* -~ - - m& ^ „ , 

=EU Si =2 iiS S3 SS S I ISS* 3A4 and resxd 439 and name CA J 



80 



assign isegia jai ana re»iu 

assign (segid 3A4 and resxd 110 and name cb 
assign (segid 3A4 and resid 110 and name CB ) 



assiyii i-aeyxu -Xt\H a»w - — - — 

assign (segid 3A4 end resid 110 and name n 

assign (segid 3A4 and resid 110 and name n 

assign (segid 3A4 and resid 110 and name N 

assign (segid 3A4 and resid 110 and name H 



isegia Jrti emu i^axv -««'-' — — 

(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 110 and name C 
(segid 3A4 and resid 110 and name CA 
(segid 3A4 and resid 110 and name CB 
(segid 3A4 and resid 110 and name 0 



5.56 
11.96 
10.74 
14.41 
15.39 
13.28 
13.53 
16.21 
17.62 
15.66 
16.01 
12.15 
11.10 
12.58 
12.23 
15.72 
16.40 
16.29 
15.06 
14.02 
15.89 
15.67 
18.50 
17.49 
17.89 
16.90 
18.10 
16.91 
15.74 
18.86 
18.80 
18.93 
16.27 
16.47 
13.84 
14.25 
14.88 
16.27 
15.02 
11.54 
11.21 
10.07 
10.69 
12.24 
13-71 
11.77 
8.39 
7.14 
8-96 
12.90 
13.42 
15.97 
16.41 
14.03 
2.47 
1.46 
2.46 
3.52 



0.72 
0.62 
0.80 
0.65 
0.63 
0.61 
0.66 
0.62 
1.12 
1.45 
1.02 
1.12 
1.36 
1.15 
1.06 
1.15 
0.94 
1.19 
0.07 
0-06 
0.14 
0.07 
0.06 
0.29 
0.20 
0.16 
1.03 
0.94 
0.78 
0.64 
1.01 
1.07 
1.01 
1.01 
0.77 
0.73 
0.84 
0.70 
1.54 
2.09 
1.44 
0.60 
1.06 
0.72 
0.79 
1.75 
2.21 
1.28 
1.57 
0.57 
0.53 
0.70 
1.06 
1.02 
0.55 
0.56 
0.59 
0.57 
0.66 
0.48 
0.49 
0.83 
0.86 
0.75 
0.62 
0.57 
0.92 
1.06 
1.13 
1.10 
1.07 
1.20 
1.13 
1.56 
1.71 
1.34 
1.34 
1.01 
1.32 
0.03 
0.00 
0.01 
0.04 



0.73 
0.62 
0.79 
0.66 
0.64 
0.61 
0.66 
0.62 
1.12 
1.44 
1.01 
1.12 
1.36 
1.14 
1.06 
1.16 
0.93 
1.18 
0.07 
0.06 
0.15 
0.07 
0.06 
0.28 
0.21 
0.16 
1.04 
0.94 
0.77 
0.64 
1.01 
1.08 
1.02 
1.00 
0.76 
0.73 
0.84 
0.70 
1.54 
2.08 
1.45 
0.61 
1.05 
0-73 
0.78 
1.74 
2.20 
1.27 
1.56 
0.56 
0.52 
0.70 
1.05 
1.02 
0.55 
0.56 
0.58 
0.58 
0.66 
0.49 
0.49 
0.82 
0.86 
0.74 
0.63 
0.58 
0.93 
1.06 
1.13 
1.10 
1.08 
1.19 
1.12 
1.57 
1.71 
1.33 
1.35 
1.00 
1.32 
0.04 
0.00 
0.O1 
0.05 
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o 
o 
o 
o 
o 
o 
c 
c 
c 
c 
c 
c 



assign (segid 3A4 and resid 110 and name N 
assign (segid 3A4 and resid 110 and name N 
assign (segid 3A4 and resid 110 and name N 
assign (segid 3A4 and resid 110 and name N 
5 assign (segid 3A4 and resid 110 and name N 
assign (segid 3A4 and resid 110 and name N 
assign (segid 3A4 and resid 110 and name N 
assign (segid 3A4 and resid 110 and name N 
assign (segid 3A4 and resid 110 and name N 
10 assign (segid 3A4 and resid 110 and name O 
assign (segid 3A4 and resid 110 and name O 
assign (segid 3A4 and resid 110 and name O 
assign (segid 3A4 and resid 110 and name O 
assign (segid 3A4 and resid 110 and name 
15 assign (segid 3A4 and resid 110 and name 
assign (segid 3A4 and resid 110 and name 
assign (segid 3A4 and resid 110 and name 
assign (segid 3A4 and resid 110 and name 
assign (segid 3A4 and resid 110 and name 
20 assign (segid 3A4 and resid 111 and name 
assign (segid 3A4 and resid 111 and name 
assign (segid 3A4 and resid 111 and name 
assign (segid 3A4 and resid 111 and name 
assign (segid 3A4 and resid 111 and name 
25 assign (segid 3A4 and resid 111 and name 

assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA j 
30 assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA ) 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
35 assign (segid 3A4 and resid 111 and name CA 
assign (seg\d 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA ) 
assign (segid 3A4 and resid 111 and name CA 
40 assign (segid 3A4 and resid 111 and name CA 
assign (seg\d 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
45 assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A1 and resid 111 and name CA 
( segid 3A4 and resid 111 and name CA ) 



(segid 3A4 and resid 111 and name C 
(segid 3A4 and resid 111 and name CA 
(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 112 and name C 
(segid 3A4 and resid 112 and name CA 
(segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 112 and name O 
(segid 3A4 and resid 110 and name CB 
(segid 3A4 and resid 111 and name C 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name N ) 
(segid 3A4 and resid 111 and name O ) 
(segid 3A4 and resid 112 and name C ) 
(segid 3A4 and resid 112 and name CA > 



0.08 
0.10 
0.08 
0.09 
0.14 
0.18 
0.16 
0.14 
0.60 
0.09 
0.16 
0.04 
0.05 
0.01 
0.24 
0.30 



50 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 112 and name O 
(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 112 and name C 
(segid 3A4 and resid 112 and name CA 
(segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 112 and name O 
(segid 3A4 and resid 111 and name C 
(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 112 and name C 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name N ) 
(segid 3A4 and resid 112 and name O ) 
(segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 
(segiti 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB > 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 



assign (segid 3A4 and resid 111 and name CA segio w «™ ^ ^ ^ a ) 

assign Isegid 3A and resid 111 and name CA segid 3M ^ ^ ^ 



55 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CA ) 
assian (segid 3A4 and resid 111 and name CA ) 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
60 assian (segid 3A4 and resid 111 and name CA ) 
assign (segid 3A4 and resid 111 and name CA 
assian (segid 3A4 and resid 111 and name CA ) 
assign (segid 3A4 and resid 111 and name CA ) 
assign (segid 3A4 and resid 111 and name CA ) 
65 assign (segid 3A4 and resid 111 and name CA 
assign seg\d 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA ) 
assign (segid 3A4 and resid 111 and name CA 
70 assign (segid 3A4 and resid 111 and name CA ) 
assign segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CA 
assign (segid 3A4 and resid 111 and name CB 
75 assign (segid 3A4 and resid 111 and name CB . 
assign (segid 3A4 and resid 111 and name CB 
assign (segid 3A4 and resid 111 and name CB 
assign (segid 3A4 and resid 111 and name CB 
assign (segid 3A4 and resid 111 and name CB 
80 assign (segid 3A4 and resid 111 and name CB 
assign (segid 3A4 and resid 111 and name CB 
assign (segid 3A4 and resid 111 and name CB 
assign (segid 3A4 and resid 111 and name CB 



isegia ja* - . 

(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(seqid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA 
seqid 3A4 and resid 409 and name CB > 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(seaid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(seaid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA > 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 112 and name C > 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name N ) 
(seaid 3A4 and resid 112 and name O ) 
(segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and rosid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 



4.83 
4.22 
4.94 
2.80 
6.00 
6.14 
5.51 
4.42 
6.78 
3.21 
3.25 
2.78 
4.20 
2.24 
4.22 
4.35 
4.36 
3.24 
4-87 
2.52 
1.24 
3.22 
2.44 
1.33 
3.98 
1.51 

I. 53 
2.40 
4.51 
3.80 
2.44 
5.22 

10.71 
9.70 
13.39 
14.10 
13.30 
13.94 
16.03 
17.31 
14.70 
14.71 

II. 42 
10.29 
13.03 
12.95 
16.27 
16.42 
15.43 
14.35 
17.38 
16.78 
16.90 
17.96 
15.24 
14.81 
13.38 
13.69 
15.67 
17.10 
15.64 
12.02 
11.03 
12.07 
15.09 
15.02 
16.93 
17.47 
17.99 
18.47 
18.09 
15.77 
14.03 

5.71 
4.78 
3.52 
6.43 
11.42 
10.39 
13.84 
14.44 
13.73- 
14.46 



0.08 
0.09 
0.09 
0.09 
0.14 
0.18 
0.17 
0.14 
0.60 
0.09 
0.16 
0.04 
0.04 
0.02 
0.23 
0.30 
0.30 
0.26 
0-72 
0.02 
0.01 
0.19 



29 
26 
12 
.03 
.01 
.19 
.02 
0.00 
0.45 
0.01 
0.01 
0.02 
0.12 
0.01 
0.02 
0.57 
0.41 
0.61 
0.64 
0.68 
1.12 
1.12 
1.40 
1.39 
1.47 
1.52 
1.58 
1.40 
1.93 
2.23 
1.58 
1.54 
1.60 
1.69 
0.72 
0.87 
0.92 
0.90 
0.78 
0.87 
0.65 
0.76 
0.54 
0.52 
0.69 
0.75 
0.68 
0.92 
1.21 
0.27 
0.53 
0.92 
0.78 
0.33 
0.78 
0.36 
0.55 
0.17 
0.08 



02 
00 
46 
.02 
.01 
.01 
0.12 
0.02 
0.02 
0.57 
0.41 
0.61 
0.64 
0.69 
1.12 
1.11 
1.40 
1.38 
1.48 
1.53 
1.58 
1.41 
1.93 
2.22 
1.59 
1.54 
1.60 
1.69 
0.72 
0.86 
0.91 
0.91 
0.79 
0.88 
0.66 
0.76 
0.55 
0.53 
0.70 
0.75 
0.68 
0.92 
1.22 
0.27 
0.53 
0.93 
0.78 
0.32 
0.77 
0.37 
0.55 



08 
50 
,49 
.72 
..89 
.98 
1.33 
1.28 



17 
09 
09 
50 
48 
.73 
0.89 
0.99 
1.32 
1.29 



55 



10 



15 



40 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
{segid 3A4 and resid 111 and name CB > 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB > 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 111 and name CB > 
(segid 3A4 and resid 111 and name CB ) 



75 



80 



{segia jhi anu * - 

(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name N 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 112 and name C . 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA > 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA > 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA > 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
Isegid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 
(seqid 3A4 and resid 112 and name CA ) 
(segid 3A4 and resid 112 and name CA ) 



(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 123 and name CA 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 124 and name CA 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 125 and name CA 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB > 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and lesid 412 and name CA > 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA > 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 111 and name C ) 
(segid 3A4 and resid 111 and name CA ) 



\ segia -w* 

(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 111 and name O 
(segid 3A4 and resid 112 and name C 
(segid 3A4 and lesid 112 and name CA 
(segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 112 and name O 
(segid 3A4 and resid 111 and name CB 
(segid 3A4 and resid 112 and name C 



1.67 
1.80 
1.88 
1.81 
1.61 
2.07 
2.27 
1.77 
1.94 
2.01 
2.17 
0.83 
0.95 
1.06 
0.72 
0.82 
0.61 
0.76 
0.49 
0.48 
0.72 
0.63 
0.72 
0.94 
1.15 
0.26 
0.43 
0.88 
0.49 
0.45 
0.03 
0.01 
0.02 
0.04 
0.08 
0.07 



(segid 3A4 and resid 112 and name CA ) 



{ segia m\h — - — 

(segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 112 and name O ) 
(segid 3A4 and resid 112 and name O ) 
(segid 3A4 and resid 112 and name C ) 
(segid 3A4 and resid 112 and name O 
(segid 3A4 and resid 119 and name CA 
(segid 3A4 and resid 119 and name CB ) 
(aegid 3A4 and resid 120 and name CA 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 121 and name CA 
(segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB 
(segid 3A4 and resid 123 and name CA 
segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 124 and name CA 
segid 3A4 and resid 124 and name CB 
segid 3A4 and resid 125 and name CA 
segid 3A4 and resid 125 and name CB ) 
segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 127 and name CA ) 
segid 3A4 and resid 127 and name CB 
segid 3A4 and resid 128 and name CA 
segid 3A4 and resid 128 and name CB 
segid 3A4 and resid 263 and name CB 
segid 3A4 and resid 264 and name CA 
segid 3A4 and resid 267 and name CA 
segid 3A4 and resid 267 and name CB 
segid 3A4 and resid 404 and name CA 
segid 3A4 and resid 404 and name CB 
segid 3A4 and resid 407 and name CA 
segid 3A4 and resid 407 and name CB 
segid 3A4 and resid 408 and name CA 
segid 3A4 and resid 408 and name CB 
segid 3A4 and resid 409 and name CA 
segid 3A4 and resid 409 and name CB 
segid 3A4 and resid 410 and name CA 
segid 3A4 and resid 411 and name CA 
segid 3A4 and resid 411 and name CB 
seaid 3A4 and resid 412 and name CA J 
se^id 3A4 and resid 413 and name CA , 
(segid 3A4 and resid 414 and name CA ) 



16.19 
14.60 
14.62 
11.30 
10.31 
12.98 
13.04 
16.17 
14.94 
13.88 
16.56 
18.05 
16.94 
17.03 
15.62 
15.07 
13.97 
14.28 
16.47 
17.90 
16.38 
12.83 
11.74 
13.15 
16.38 
16.22 
18.13 
18.73 
16.54 
15.01 
2.50 

I. 46 
2.42 
3.62 
4.91 
4.22 
2-79 
5.61 
2.98 
3.37 
2.75 
2.23 
4.05 
1.23 
1.53 
2.40 
7.61 
6.83 

10.64 

II. 38 
11.25 
11.91 
14.22 
15.33 
13.06 
12.87 
10.24 

8.89 
12.34 
12.14 
15.53 
15.92 
15.36 
15.58 
14.53 
17.85 
17.65 
17.19 
15.84 
17.37 
17.28 
16.30 
16.05 
13.71 
13.71 
15.77 
17.10 
16.46 
12.95 
12.12 
11.95 
13.89 
13.21 



1.67 
1.B1 



.07 
.62 
.12 
.35 
.05 
.01 
0.48 
0.01 
0.01 
0.02 
0.57 
0.91 
0.80 
0.72 
1.37 
1.42 
1.46 
1.43 
1.34 
1.32 
1.59 
1.55 
1.91 
2.23 
1.62 
1.30 
1.44 
1.35 
1.46 
1.31 
1.23 
1.21 
1.21 
1.32 
1.31 
1.36 
1.41 
1.29 
1.34 
0.99 
0.98 



87 
82 
62 
07 
_ ,28 
1.76 
1.93 
2.00 
2.18 
0.83 
0.96 
1.07 
0.71 
0.81 
0.62 
0.75 
0.50 
0.47 
0.72 
0.82 
0.73 
0.94 
1.14 
0.26 
0.43 
0.87 
0.49 
0.45 
0.04 
0.01 
0.03 
0.04 
0.07 
0.07 
0.07 
0.63 
0.12 
0.35 
0.05 
0.02 
0.48 
0.01 
0.00 
0.02 
0.57 
0.91 
0.79 
0.72 
1.36 
1.42 
1.45 
1.43 
1.33 
1.31 
1.58 
1.55 
1.92 
2.23 
1.62 
1.30 
1.44 
1.35 
1.45 
1.31 
1.23 
1.22 
1.22 
1.32 
1.32 
1.36 
1.41 
1.29 
1.33 
0.98 



98 
85 
76 
,87 
.69 
.00 



0.54 



. ^ ^ r • % j. - r <r-i • "~* r~i tr » " 



56 



assign (segid 3A4 and resid 112 and name CA 

assign segid 3A4 and resid 112 and name CA 

assign (segid 3A4 and resid 112 and name CA 

assign (segid 3A4 and resid 112 and name CA 

assign (segid 3A4 and resid 112 and name CA 

assign (segid 3A4 and resid 112 and name CA 

assign segid 3A4 and resid 112 and name CA 
assign s g ^ ^ ^ m and namQ ^ 



10 



assign 
assign 
assign 
assign 
assign 
assign 



15 



20 



25 



30 



35 



40 



{segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 112 and name M 
(segid 3A4 and resid 112 and name N 
(segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign segid 3A4 and resid 119 and name C 
assign (seg\d 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign selid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign segid 3A4 and resid 119 and name C 
assign segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign {segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign (segid 3A4 and resid 119 and name C 
assign segid 3A4 and resid 119 and name CA 
assign seg\d 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 

assign (segid 3A4 and resid 119 and name CA — ™ ^0 and name N ) 

45 assign (segid 3A4 and resid 119 and name CA segid 3A4 ^ ^ ^ o ) 

assign (segid 3A4 and resid 119 and name CA } jsegia name C ) 

assign (segid 3A4 and resid 119 and name CA segid 3A4 a^ ^ ^ ) 

assign (segid 3A4 and resid 119 and name CA segid ^ ^ ^ ^ } 

assign (segid 3A4 and resid 119 and name CA seg ^ ^ ^ H } 

assign (segid 3A4 and resid 119 and name CA segio and name CA ) 

sss « S2 =3 - S E 1 £b ss ss sss s a = ? '» 
as s a - = | a- - - s s a ss s j 
a _„ sss I a sa = s « - r - « - = s > 

assign (segxd 3A4 and resxd 119 and name CA segx and nane ca , 

assign (segxd 3A4 and resxd 119 and ^= CA segxd 3M ^ ^ a , 

assxgn (segxd 3A4 and resxd 119 and name CA seg regid i2fi ^ ^ ^ , 

assxgn (segxd 3A4 and resxd 119 and name CA seg resid ^ ^ ^ & , 

assxgn (segxd 3A4 and resxd 119 and name CA seg ^ ^ ^ CB , 

assxgn (segxd 3A4 and resxd 119 and name CA segx ^ ^ ^ ^ , 

assign (segxd 3A4 and resxd 119 and name CA seg ^ ^ ^ CB } 

assign (segxd 3A4 and resxd 119 and name CA ) seg and nalne ca ) 

assign (segxd 3A4 and resxd 119 and name CA segxd 3A ^ ^ ^ CB , 

assign (segxd 3A4 and resxd 119 and name CA seg name ^ 

assxgn (segxd 3A4 and resid 119 and name CA seg ceaid an(J name ^ 

assxgn (segxd 3A4 and resid 119 and name cn. i (==9 . . ... ™ 



(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 112 and name C 
(segid 3A4 and resid 112 and name CA 
( segid 3A4 and resid 112 and name O > 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name O ) 
(segid 3A4 and resid 120 and name C ) 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 120 and name M 
(segid 3A4 and resid 120 and name O ) 
(segid 3A4 and resid 121 and name C ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 
( 3 egid 3A4 and resid 121 and name N ) 
(segid 3A4 and resid 121 and name O ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name N > 
(segid 3A4 and resid 123 and name N ) 
(segid 3A4 and resid 438 and name C ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name N ) 
(segid 3A4 and resid 438 and name O ) 
(segid 3A4 and resid 439 and name C ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 439 and name N ) 
(segid 3A4 and resid 439 and name O ) 
(segid 3A4 and resid 440 and name C 
(segid 3A4 and resid 440 and name CA j 
(segid 3A4 and resid 440 and name N ) 
(segid 3A4 and resid 440 and name O ) 
(segid 3A4 and resid 119 and name C ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name O 
(segid 3A4 and resid 120 and name C i 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 



50 



55 



assign 
assign 
assign 
assign 



60 



65 



14.48 
14.97 
15.12 
15.28 
17.11 
15.36 
12.69 
11.16 
2.43 
1.45 
3.28 
2.51 
1.24 
3.19 
2.44 
3.61 
1.32 
3.90 
5.96 
4.80 
5.51 
3.63 
6.82 
7.5B 
6.28 
7.20 
5.41 
6.82 
7.06 
4.64 
4.76 
4.37 
5.35 
5.98 
5.04 
5.05 
4.08 
4.19 
1.52 
1.53 
2.41 
4.39 
3.80 
4.81 
2.43 
4.83 
1 .02 
5.82 
6.52 
4.8b 
8.76 
9.44 
7.49 
8.65 
8.36 
7.57 
6.35 
9.72 
9.34 
12.08 
13.12 
12.53 
14.12 
13.34 
15.88 
15.46 
18.24 
17.98 



70 



assign (segid 3A4 and resid 119 and name ua - &nd name CT , lBa5 

assign (segid 3A4 and resid 119 and name CA segid 3 ^ ^ ^ ^ 

assign (segid 3A4 and resid 119 and name CA seg ^ 259 Qnd name CB , 19.31 



assign isegioi jnn onu . 

assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA 
75 .assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and tesid 119 and name CA 
80 assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA ) 



\ ia^y j->-i - ■ — - . 

(segid 3A4 and resid 259 and name CB ] 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA > 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 



0.73 
3.11 
0.90 
0.52 
0.92 
0.85 
0.60 
0.66 
0.03 
0.01 
0.35 
0.02 
0.01 
0.10 
0.02 
0.03 
0.01 
0.11 
0.11 
0.11 
0.09 
0.09 
0.20 
0.17 
0.16 
0.26 
0.17 
0.22 
0.34 
0.17 
0.14 
0.16 
0.13 
0.14 
0.13 
0.14 
0.14 
0.14 
O.00 
0.02 
0.02 
0.05 
0.02 
0.04 
0.03 
0.10 
0.16 
0.17 
0.17 
0.11 
0.17 
0.22 
0.16 
0.39 
0.33 
1.06 
1.22 
0.79 
0.86 
0.86 
0.66 
0.60 
0.85 
0.95 
1.10 
1.18 
0.68 
0.56 
0.77 
0.47 
0.47 
0.52 
0.63 
0.54 
0.51 
0.52 
0.48 
0.48 
0.45 
0.52 
0.50 
0.53 
0.49 



19.31 
15-51 
15.30 
16.19 
17.55 
18.70 
14.64 
14.15 
12. 3T 
15.35 
15.91 
12.61 
11.24 



0.73 
1.11 
0.90 
0.53 
0.92 
0.84 
0.59 
0.66 
0.03 

0.01 

0.35 
0.01 
0.01 

0.10 

0.03 
0.04 
0.01 
0.10 
0.12 
0.12 
0.10 
0.09 
0.20 
0.17 
0.16 
0.26 
0.18 
0.23 
0.35 
0.18 
0.14 
0.15 
0.13 
0.14 
0.13 
0.14 
0.15 
0.14 
0.01 
0.02 
0.01 
0-06 
0.02 
0.04 
0.03 
0.09 
0.16 
0.17 
0.17 
0.12 
0.17 
0.22 
0.15 
0.38 
0.32 
1.05 
1.23 
0.80 
0.86 
0.85 
0.66 
0.60 
0.85 
0.96 
1.11 
1.19 
0.67 
0.57 
0.78 
0.47 
0.47 
0.51 
0.63 
0.53 
0.51 
0.51 
0.48 
0.48 
0.46 
0.52 
0.49 
0.52 
0.50 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



assign (segid 3A4 and resid 119 and name CA > 3M and resid 268 and name CA ) 

assign (segid 3A4 and resid 119 and name Ok aegid 3A4 and res name CA ) 

assign (segid 3A4 and resxd 119 and name CA segid 3A4 an ^ ^ ^ } 

assign (segid 3A4 and resid 119 and name CA segid 3A4 ana CQ } 

assign (segid 3A4 and resid 119 and name CA segid 3A4 ana cesi ^ 

assign (segid 3A4 and resid 119 and name CA segid 3A4 and resid a i ^ 

assign (segid 3A4 and resid 119 and name CA segid 3A4 and resid | 

assign (segid 3A4 and resid 119 and name CA segid 3A4 and resia * * b 

assign (segid 3A4 and resid 119 and name CA segid 3A4 and resid 272 and n^ ^ I 

assign (segid 3A4 and resid 119 and name CA segid 3A4 an ^ } 

assign (segid 3A4 and resid 119 and name CA segid 3A4 ana res a ^ ^ ^ 

assign (segid 3A4 and resid 119 and name CA segid 3A4 ana ^ ^ ) 

assign (segid 3A4 and resid 119 and name CA segid 3A4 a ^ ^ ^ cb > 

assign (segid 3A4 and resid 119 and name j»™ ^ tj am q ^ n;>mp , ^ 

assign (segid 3A4 and resid 119 and name CA > 
assign (segid 3A4 and resid 119 and name CA 

assign (segid 3A4 and resid 119 and name CA ) 

assign (segid 3A4 and resid 119 and name CA ) j-y- — — --~ " and name ^ , 

5SSS3 |E| iiSSSsSESi 

SSS Stf SS ^ SSS i" S S ! S3* « L- res,, m and « CB , 

assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and .name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CA ) 
{segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CA ) 
(segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA ) 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CA 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB > 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
a isiqn (segid 3A4 and resid 119 and name CB ) 
assign (segid 3A4 and resid 119 and name CB ) 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB ) 
assign (segid 3A4 and resid 119 and name CB ) 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB ) 
assign isegiu iiq „ n H name CB \ 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 

. . . . ^ A no **r%*A mama f*A 1 



(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA > 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 434 and name CA > 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name C ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name 0 ) 
(segid 3A4 and resid 439 and name C ) 
(segid 3A4 and resid 439 and name CA ) 



55 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 439 and name N 
(segid 3A4 and resid 439 and name O 
(segid 3A4 and lesid 4 40 and name C 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 440 and name N 
(segid 3A4 and resid 440 and name O 
(segid 3A4 and resid 120 and name C 
(segid 3A4 and resid 120 and name CA 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name N 
(segid 3A4 and resid 120 and name O 
(segid 3A4 and resid 121 and name C 
(segid 3A4 and resid 121 and name CA 
(segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 121 and name N 
(segid 3A4 and resid 121 and name O 



70 



75 



80 



assign \ seuiu j#v« 

assign (segid 3A4 and resid 119 and name CB . 
assign segid 3A4 and resid 119 and name CB ) 
assign (segid 3A4 and resid 119 and name CB ) 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 



assign lewy*** — • ~r_ . 

assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 



assign <segia ---- - - 

assign (segid 3A4 and resid 119 and name CB ) 



assign iseaxu - — — — - 

assign (segid 3A4 and resid 119 and name CB 
assign (segid 3A4 and resid 119 and name CB 



assign (segid 3A4 and resid 119 and name CB ) 
assign (segid 3A4 and resid 119 and name CB ) 



segia jah aw^ 

(segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB 
(segid 3A4 and resid 122 and name M 
segid 3A4 and resid 123 and name CA } 
(segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 124 and name CA 
segid 3A4 and resid 124 and name CB 
(segid 3A4 and resid 125 and name CA 
[segid 3A4 and resid 125 and name CB 
segid 3A4 and resid 126 and name CA 
segid 3A4 and resid 127 and name CA 
segid 3A4 and resid 127 and name CB 
(segid 3A4 and resid 128 and name CA 
segid 3A4 and resid 128 and name CB 
(segid 3A4 and resid 129 and name CA 
segid 3A4 and resid 129 and name CB 
(segid 3A4 and resid 130 and name CA 
segid 3A4 and resid 130 and name CB 
segid 3A4 and iesld 131 and name CA 
segid 3A4 and tesid 131 and name CB 
(segid 3A4 and resid 259 and name CA 
segid 3A4 and resid 259 and name CB 
segid 3A4 and resid 260 and name CA 
(segid 3A4 and resid 260 and name CB ) 



13.24 
13.60 
16.75 
16.14 
15.67 
13.92 
12.61 
16.82 
17.20 
17.68 
16.51 
15.93 
16.65 
17.41 
17.06 
17.03 
13.65 
12.90 
15.44 
16.33 
17.65 
15.08 
14.44 
12.85 
13.05 
10.76 
10.58 
11.27 
9.88 
10.08 
14.47 
14.74 
15.68 
17.47 
17.52 
14.53 
13.40 
10.06 
6.80 
8.23 
6.05 
5.67 
5.50 
6.63 
6.84 
5.07 
5.48 
4.79 
4.04 
4.50 
4.41 
5.50 
3.13 
4.69 
6.67 
5.47 
6.18 
4.84 
7.18 
8.62 
9.49 
7.36 
8.44 
8.32 
6.79 
5.47 
B.80 
8.39 
11.45 
12.52 
12.00 
13.22 
12.37 
14.92 
14.50 
17.44 
17.27 
18.12 
17.36 
18.35 
18.63 
15.02 
14.87 



0.61 
0.56 
0.65 
0.79 
0.76 
0.89 
0.90 
0.87 
0.85 
0.67 
0.83 
0.80 
0.83 
0.77 
0.91 
0.97 
0.83 
0.7,6 
0.59 
0.57 
0.66 
0.64 
0.71 
0.62 
0.96 
0.30 
0.31 
0.39 
0.27 
1.19 
1.44 
1.21 
1.65 
0.99 
0.78 
0.51 
0.37 
0.34 
0.16 
0.19 
0.18 
0.24 
0.26 
0.18 
0.23 
0.25 
0.20 
0.23 
0.27 
0.1? 
0.10 
0.13 
0.13 
0.22 
0.26 
0.26 
0.31 
0.20 
0.36 
0.28 
0.22 
0.25 
0.42 
0.25 
1.10 
1.25 
0.97 
1.09 
1.01 
0.62 
0.46 
0.82 
0.93 
1.25 
1.38 
0-78 
0.64 
0.74 
0.66 
0.61 
0.59 
0.61 
0.66 



0.61 
0.56 
0.65 
0.78 
0.75 
0.89 
0.90 
0.87 
0.84 
0.67 
0.84 
0.80 
0.83 
0.77 
0.91 
0.96 
0.84 
0.75 
0.58 
0.58 
0.65 
0.65 
0.72 
0.62 
0.96 
0.30 
0.30 
0.38 
0.28 
1.19 
1.44 
1.20 
1.66 
1.00 
0.77 
0.51 
0.38 
0.35 
0.15 
0.19 
0.18 
0.24 
0.26 
0.17 
0.24 
0.24 
0.19 
0.24 
0.27 
0.12 
0.10 
0.13 
0.12 
0.22 
0.26 
0.26 
0.30 
0.20 
0.36 
0.27 
0.23 
0.24 
0.43 
0.26 
1.10 
1.24 
0.97 
1.09 
1.00 
0.62 
0.46 
0.82 
0.93 
1.24 
1.38 
0.77 
0.64 
0-75 
0.68 
0.61 
0.59 
0.61 
0.67 



t 



58 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assxgn 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assxgn 
25 assign 
assign 
assxgn 
assign 
assxgn 
30 assign 
assxgn 
assxgn 
assxgn 
assxgn 
35 assxgn 
assxgn 
assxgn 
assxgn 
assign 
40 assxgn 
assxgn 
assxgn 
assign 
assxgn 
45 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assxgn 
assign 
assign 
assign 
65 assxgn 
assign 
assign 
assign 
assign 
70 assign 
assxgn 
assign 
assign 
assxgn 
75 assxgn 
assxgn 
assxgn 
assxgn 
assign 
80 assxgn 
assxgn 
assign 
assign 



(segid 3A4 and resxd 119 and name CB ) 
(segid 3A4 and resxd 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
{segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB > 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 

. _ _ . ■ j 11ft nwna PR \ 



15.97 
17.15 
18.22 
14.06 
13.47 
12.12 



(segia ana leaAu — — 

(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resxd 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB . 
(segid 3A4 and resxd 119 and name CB ) 
(segxd 3A4 and resid 119 and name CB ) 
(segxd 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resxd 119 and name CB ) 
(segxd 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and tesxd 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resxd 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB } 
(segid 3A4 and resid 119 and name CB ) 
f segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resxd 119 and name CB J 
(segid 3A4 and resxd 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segxd 3A4 and resxd 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 
(segid 3A4 and resid 119 and name CB ) 



(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segxd 3A4 and resid 119 and name N 
(segxd 3A4 and resid 119 and name N 
(segxd 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(eegid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and re3id 119 and name N 
(segid 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name N 
(segxd 3A4 and resid 119 and name N 
(segid 3A4 and resid 119 and name O 
(segid 3A4 and resid 119 and name O 



(segxd 3A4 and resxd 261 and name CA I 
(segxd 3A4 and resxd 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 265 and name CA 15.24 
(segid 3A4 and resxd 266 and name CA 15.53 
(segid 3A4 and resid 267 and name CA 
(segid 3A4 and resxd 267 and name CB 
(segid 3A4 and resid 268 and name CA 
(segid 3A4 and resxd 268 and name CB .) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 271 and name CA 1 
(segid 3A4 and resid 271 and name CB ) 
(segxd 3A4 and resxd 272 and name CA ) 
(segid 3A4 and resid 272 and nBrae CB ) 
(segid 3A4 and resxd 277 and name CA > 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and iesid 404 and name CA ) 
(segid 3A4 and resxd 404 and name CB ) 
(segid 3A4 and resid 405 and name CA > 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB > 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segxd 3A4 and resxd 412 and name CA ) 
(segid 3A4 and resxd 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 423 and name CA ) 
(segid 3A4 and resxd 424 and name CA ) 
(segid 3A4 and resid 434 and name CA 17.72 
(segid 3A4 and resid 435 and name CA ) 14.87 
(segxd 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name C ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name O ) 
(segxd 3A4 and resxd 439 and name C ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 439 and name H ) 
(segid 3A4 and resxd 440 and name C ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resxd 440 and name N ) 
(segid 3A4 and resid 440 and name O ) 
(segid 3A4 and resid 119 and name C ) 
(segxd 3A4 and resxd 119 and name CA ) 
(segxd 3A4 and resid 119 and name CB 
(segid 3A4 and resid 119 and name O 
(segid 3A4 and resid 120 and name C 
segid 3A4 and resxd 120 and name CA 
(segid 3A4 and resxd 120 and name CB 
(segid 3A4 and resid 120 and name N ) 
segid 3A4 and resxd 120 and name O 
segxd 3A4 and resxd 121 and name CA 

1 v . . m =>«H name CB J 



12.26 
10.85 
13.31 
13.76 
16.71 
15.89 
15.30 
13.93 
12.69 
17.03 
17.45 
18.42 
17.25 
18.49 
15.38 
14.86 
15.66 
16.49 
17.93 
15.82 
15.74 
12.50 
11.79 
14.46 
15.42 
16.56 
13.94 
13.23 
11.92 
12.60 
10.49 
10.77 
11.51 
10.49 
11.02 
15.48 
15.56 



i segia ja<i ana i"*- - — 

segxd 3A4 and resxd 121 and name CB 
segxd 3A4 and resxd 121 and name N 
(segxd 3A4 and resid 438 and name C 
(segxd 3A4 and resxd 438 and name O 
segxd 3A4 and resid 439 and name C 

' ^ . __ . . j AiQ name CJ 



0.66 
0.68 
0.69 
0.69 
0.66 
0.64 
0.72 
0-73 
0.79 
0.77 
0.86 
0.80 
0.91 
1.03 
1.00 
1.11 
1.14 
1.10 

i.oe 

0.94 
0.91 
0.94 
0.95 
0.92 
1.02 
0.95 
1.03 
1.01 
1.04 
0.96 
0.90 
0.74 
0.74 
0.77 
0.68 
0.71 
0.74 
1.01 
0.58 
0.50 
0.66 
0.24 
1.18 
1.60 
1-11 
0.93 
0.68 
0.51 
0.45 
0.23 
0.29 
0.32 
0.34 
0.30 
0.20 
0.51 
0.40 
0.37 
0.56 
0.03 
0.01 
0.05 
0.05 
0.10 
0.05 
0.06 
0.03 
0.13 
0.21 
0.19 
0.16 
0.21 
0.21 
0.32 



0.66 
0.69 
0.69 
0.68 
0.66 
0.64 
0.71 
0-73 
0.79 
0.76 
0.87 
0.80 
0.90 
1.03 
0.99 
1.11 
1.15 
1.09 
1.08 
0.94 
0.92 
0.94 
0.96 
0.93 
1.01 
0.96 
1.04 
1.01 
1.05 
0.96 
0.91 



(segxa JiVi ana tea*« - — : 

segxd 3A4 and resid 439 and name CA 

* ^ . . . a A1Q =»nrl name M 1 



segxd 3A4 and resid 439 and name M 
segxd 3A4 and resxd 439 and name O 
,egxd 3A4 and resid 140 and name C 
segxd 3A4 and resxd 440 and name CA 
segxd 3A4 and resid 440 and name N 
segxd 3A4 and resxd 440 and name O 
segid 3A4 and resid 119 and name CB 
segid 3A4 and resid 120 and name C 



13.93 
10.78 
7.51 
8.88 
6.65 
6.50 
6.50 
7.52 
5.48 
5.92 
5.48 
4.55 
2.44 
1.46 
2.45 
2.70 
5.52 
4.86 
5.91 
3.62 
6.12 
6.74 
7.19 
5.78 
7.02 
6.40 
5.25 
5.35 
6.64 
6.32 
4.08 
4.75 
4.28 
2.98 
3.32 
3.50 



36 
29 
31 
,18 
,21 
.28 
0.16 
0.08 
0.12 



75 
74 
77 
,67 
.72 
.74 
.01 
.59 
.49 
0.65 
0.24 
1.17 
1.60 
1.12 
0.93 
0.68 
0.52 
0.46 
0.24 
0.28 
0.31 
0.35 
0.30 
0-19 
0.51 
0.41 
0.37 
0.57 
0.02 
0.02 
0.05 
0.04 
0.11 
0.04 
0.06 
0.02 
0.12 
0.21 
0.19 
0.16 
0.20 
0.21 
0.32 
0.37 
0.30 
0.31 
0.18 
0.21 
0.28 
0.16 
0.08 
0.11 



59 



assign (segid 3A4 and resid 119 and name O 
assign (segid 3A4 and resid 119 and name O 
assign (segxd 3A4 and resid 119 and name O 
assign <segid 3A4 and resid 119 and name O 
5 assign (segid 3A4 and resid 119 and name O 
assign (segid 3A4 and resid 119 and name o 
assign (segid 3A4 and resid 119 and name O 
assign (segid 3A4 and resid 119 and name O 
assign (segid 3A4 and resid 119 and name 
10 assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 
15 assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 0 
20 assign (segid 3A4 and resid 119 and name O 
assign (segid 3A4 and resid 119 and name O 
assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 119 and name 
assign (segid 3A4 and resid 11 and name 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
aesign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re&id 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



(segid 3A1 and resid 120 and name CA ) 
(seqid 3A4 and resid 120 and name CB ) 
(segid 3A4 and resid 120 and name N 
(segid 3A4 and resid 120 and name O ) 
(segid 3A4 and resid 121 and name C ) 
(segid 3A4 and resid 121 and name CA ) 



11 and name 
11 and name 
11 and name 
11 and name 
11 and name 
11 and name 
11 and name 
11 and name 
11 and name 
11 and name C 
11 and name C 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA > 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 



) 
) 
) 
) 
) 
) 
) 
) 

11 and name O ) 

12 and name C ) 
12 and name CA ) 
12 and name CB ) 
12 and name N ) 

12 and name O 1 

13 and name C ) 
13 and name CA ) 
13 and name CB ) 
13 and name N ) 
13 and name O ) 
11 and name C ) 
11 and name CB ) 

11 and name O ) 

12 and name C ) 
12 and name CA ) 
12 and name CB > 
12 and name N ) 

12 and name O J 

13 and name C ) 
13 and name CA ) 
13 and name CB ) 



2.78 
4.07 
2.23 
4.47 
6.02 
4.75 
5.14 
3.55 
6.97 
6.29 
7.44 
4.50 
5.98 
6.41 
3.81 
3.56 
3.31 



0.04 
0.06 
0.02 



(segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 121 and name N 
(segid 3A4 and resid 121 and name O 
(segid 3A4 and resid 122 and name N 
(segid 3A4 and resid 437 and name C 
(segid 3A4 and resid 438 and name C 
(segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 438 and name N 
(segid 3A4 and resid 438 and name 0 
(segid 3A4 and resid 439 and name C 
(segid 3A4 and resid 439 and name CA 
(segid 3A4 and resid 439 and name N 
(segid 3A4 and resid 439 and name O 
(segid 3A4 and resid 440 and name C 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 440 and name N 
(segid 3A4 and resid 440 and name O 
(segid 3A4 and resid 11 and name CB 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
11 and name CA , (segid 3A4 and resid 315 and name CB ) 
11 and name CA ) (segid 3A4 and resid 316 and name CA 
U and name CA (segid 3A4 and resid 317 and name CA 
(segid 3A4 and tesid 319 and name CA ) 
(segid 3A4 and resid 31 and name CA ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid . 

(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB > 
(segid 3A4 and resid 345 and name CA > 
(segid 3A4 and resid 345 and name CB 1 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 34 6 and name CB ) 
(sag id* 3A4 and resid 347 and namo CA ) 
(segid 3A4 and resid 347 and name CB J 



13 and name N 
13 and name O 
19 and name CA 

19 and name CB 

20 and name CA 

20 and name CB 

21 and name CA ) 

21 and name CB ) 

22 and name CA ) 

23 and name CA ) 

23 and name CB ) 

24 and name CA ) 

25 and namo CA ) 
30 and name CA ) 



11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA } 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 



31 and name CB ) 

32 and name CA ) 

32 and name CB ) 

33 and name CA ) 
33 and name CB ) 



36 
4.78 
4.17 
3.96 
2.91 
3.49 
2.51 
1.24 
2.96 
2.43 
3.73 
1.33 
3.80 
4.48 
4.35 
5.08 
3.19 
5.54 
1.53 

I. 53 
2.40 
4.35 
3.83 
4.92 
2.46 
5.25 
5.34 
5.29 
5.66 
4.27 
6.45 
9.32 

10.32 

II. 39 
12.77 
11.60 
10. S2 
13.92 
13.69 
12.73 
16.92 
17.68 
16.45 
15.85 
16.20 
14.56 
15.51 
15.02 
14.54 
16. 2B 
14.34 
15.12 
11.10 
10.01 
10.92 
12.15 
16.54 
16.88 
14.07 
13.44 
12.96 
14.12 
10.27 

8.94 
12.11 
13.42 



12 
16 
,17 
,15 
.14 
.20 
0.18 
0.25 
0.17 
0.19 
0.25 
0.19 
0.13 
0.17 
0.12 
0.13 



0-05 
0.06 
0.02 
0.13 
0.16 
0.18 
0.14 
0.14 
0.19 
0.18 
0.24 
0.16 
0.19 
0.25 
0.20 
0.12 
0.16 
0.12 
0.13 
0.13 
0.17 
0.15 
0.08 
0.01 
0.01 
0.07 
0.01 
0.03 
0.01 
0.15 
0.06 
0.09 
0.13 
0.10 
0.09 
0.00 
0.01 
0.01 
0.07 
0.03 
0.06 
0.03 
0.15 
0.10 
0.13 
0.20 
0.12 
0.10 
1.70 
1.68 
1.49 
1.46 
1.63 
1.69 
1.63 
1.35 
1.27 
1.25 
0.98 
1.34 
1.63 
1.60 
2.03 
2.13 
2.24 
1.61 
1.88 
1.26 
1.23 
1.11 
1.15 
0.92 
0.85 
1.12 
1.05 
1.14 
1.13 
1.15 
1.13 
1.31 
1.29 
1.12 
1.23 



13 
18 
14 



02 
00 
07 
0.01 
0.03 
0.01 
0.14 
0.06 
0.10 
0.13 
0.11 
0.09 
0.01 
0.01 
0.01 
0.08 
O.02 
0.05 
0.03 
0.15 
0.10 



12 • 
,20 
.11 
.10 
.70 
.69 
.49 
.45 
1.63 
1.69 
1.63 
1.35 
1.26 
1.25 
0.97 
1.35 
1.64 
1.60 
2.03 
2.13 
2.25 
1.62 
1.88 
1.25 
1.24 
1.10 
1.16 
0.92 
0.85 
1.12 
1.04 
1.13 
1.12 
1.15 
1.12 
1.30 
1.30 
1.13 
1.23 



60 



10 



15 



20 



25 



assign 
assxgn 



assign 

assxgn 

assxgn 

assxgn 

assxgn 

assxgn 

assxgn 

assxgn 

assign 

assign 

assign 

assxgn 

assxgn 

assxgn 

assign 

assxgn 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



30 



35 



40 



45 



(segid 3A4 and resid 
(segid 3A4 and resid 
assxgn (segid 3A4 and reaid 
assxgn (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(aegid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 



(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
11 ana name , (segxd 3A4 and resid 350 and name CA ) 
U and name CA ) (segid 3A4 and resid 350 and name CB 
11 and name CA ) (segid 3A4 and resid 351 and name CA 
11 and name CA ) (segxd 3A4 and resxd 352 and name CA 
11 and name CA ) (segid 3A4 and resid 352 and name CB 
11 and name CA ) (segid 3A4 and resid 353 and name CA 
11 and name CA > (segid 3A4 and resid 353 and name CB 
11 and name CA ) (segid 3A4 and resid 354 and name CA ) 
\\ and name CA ) (segid 3A4 and resid 354 and name CB 
11 and name CA ) (segid 3A4 and resid 355 and name CA 
11 and name CA ) (segxd 3A4 and resid 355 and name CB 
11 and name CA ) (segxd 3A4 and resid 356 and name CA 
11 and name CA ) (segxd 3A4 and resid 356 and name CB 
11 and name CA ) (segxd 3A4 and resid 357 and name CA 
11 and name CA ) (segxd 3A4 and resxd 357 and name CB 
(segxd 3A4 and resxd 358 and name CA ) 
(segxd 3A4 and resxd 358 and name CB ) 
(segxd 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 35 and name CA ) 



assign 

assign 

assxgn 

assxgn 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



50 



55 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 



70 



75 



80 



assxgn 

assxgn 

assign 

assxgn 

assxgn 

assign 

assign 

assign 

assxgn 

assxgn 

assign 

assign 

assign 

assign 

assign 

assxgn 

assign 

assign 

assign 



11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CA ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 



and resid 360 and name CA ) 
and resid 360 and name CB ) 
and resxd 361 and name CA ) 
and resid 361 and name CB ) 
and resid 362 and name CA ) 
and resxd 36 and name CA > 
and resxd 37 and name CA ) 
and resxd 37 and name CB ) 
and resid 381 and name CA > 
and resxd 382 and name CA ) 
13cyiU _ and resxd 382 and name CB > 
{segxd 3A4 and resxd 383 and name CA ) 
(segid 3A4 and resid 38 and name CA ) 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 

(segxd 3A4 and resxd 429 and name CA ) 
(segxd 3A4 and resxd 42 and name CA ) 
(segxd 3A4 and resid 42 and name CB ) 
(segid 3A4 and resxd 430 and name CA ) 
(segid 3A4 and resid 431 and name CA 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 12 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
and resid 



38 and name CB ) 

39 and name CA ) 

39 and name CB ) 

40 and name CA ) 
40 and name CB ) 



(segid 3A4 _ 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 



12 and name CA ) 
12 and name CB ) 
12 and name N ) 

12 and name O ) 

13 and name C ) 
13 and name CA > 
13 and name CB ) 
13 and name N ) 
13 and name O ) 
19 and name CA ) 

19 and name CB ) 

20 and name CA ) 

20 and name CB ) 

21 and name CA ) 

21 and name CB ) 

22 and name CA ) 

23 and name CA ) 
23 and name CB ) 
30 and name CA ) 



and resxd 
and resid 

and resid 

1S eom m and resid 314 and name CA 
segid 3A4 and resid 314 and name CB 
segid 3A4 and resid 315 and name CA 
segid 3A4 and resid 315 and name CB ) 
segid 3A4 and resid 316 and name CA 
segid 3A4 and resxd 317 and name CA 
segxd 3A4 and resxd 318 and name CA 
segid 3A4 and resxd 319 and name CA 
segid 3A4 and resxd 319 and name CB 
[segxd 3A4 and resid 31 and name CA ) 
(segid 3A4 and resid 



(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 



31 and name CB ) 

32 and name CA ) 

32 and name CB ) 

33 and name CA ) 



10.14 
7.63 
7.01 
8.17 
7.07 
10.48 
11.62 
11.90 
9.53 
8.58 
9.79 
10. 4B 
11.52 
11.17 
13.93 
13.85 
15.13 
14.68 
15.05 
14.48 
15.68 
17.02 
14.82 
16.15 
10.04 
12.55 
11.37 
12.40 
11.79 
16.14 
12.69 
15.18 
IS. 30 
16.97 
16.71 
15.94 
17.18 
14.55 
13.56 
14.50 
13.60 
17.62 
17.96 
16.78 
18.59 
17.38 
16.29 
17.44 
16.75 
5.42 
4.57 
5.52 
3.26 
6.26 
6.73 
6.67 
7.11 
5.55 
7.80 
10.26 
11.21 
12.38 
13.74 
12.65 
11.59 
14.94 
14.62 
13.62 
17.32 
15.23 
15.56 
13.76 
14.63 
14.29 
14.03 
16.09 
16.10 
17.15 
15.26 
16.06 
11.92 
10.84 
11.67 



1.33 
0.76 
0.60 
0.54 
0.76 
0.62 
0.52 
1.07 
1.56 
1.63 
1.53 
1.44 
1.77 
1.85 
1.73 
1.75 
1.54 
1.44 
1.71 
1.65 
1.73 
1.68 
2.10 
2.09 
0.85 
1.91 
1.86 
1.95 
1.94 
1.94 
0.96 
0.86 
0.86 
1.38 
0.81 
0.55 
1.24 
0.95 
1.11 
0.61 
0.54 
0.63 
0.75 
2.22 
0.76 
0.81 
0.90 
1.44 
2.04 
0.08 
0.12 
0.20 
0.13 
0.14 
0.11 
0.10 
0.18 
0.08 
0.10 
2.00 
1.88 
2.05 
1.98 
2.24 
2.27 
2.26 
1.96 
1.85 
1.93 
1.70 
1.67 
2.17 
2.29 
2.35 
1.70 
2. IB 
1.91 
1.80 
1.92 
1.91 
1.77 
1.76 
1.60 



1.34 
0.76 
0.60 
0.55 
0.76 
0.61 
0.52 
1.06 
1.56 
1.63 
1.53 
1.43 
1.77 
1.85 
1.73 
1.76 
1.54 
1.44 
1.70 
1.65 
1.72 
1.68 
2.11 
2.08 
0.85 
1.91 
1.86 
1.95 
1.95 
1.93 
0.96 
0.87 
0.87 
1.38 
0.80 
0.56 
1.24 
0.96 
1.10 
0.61 
0.54 
0.64 
0.76 
2.22 
0.77 
0.81 
0.91 
1.45 
2.04 
0.07 
0.11 
0.21 
0.12 
0.14 
0.11 
0.11 
0.18 
0.09 
0.10 
1.99 
1.87 
2.04 
1.99 
2.2S 
2.28 
2.26 
1.96 
1.84 
1.93 
1.71 
1.68 
2.16 
2.30 
2.35 
1.70 
2.19 
1.91 
1.80 
1.91 
1.90 
1.77 
1.76 
1.59 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
] 5 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assi gn 



50 



55 



60 



65 



(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 



11 and name CB ) 
11 and name CB > 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB i 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB > 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB > 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name CB ) 
11 and name N > 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name N ) 
11 and name 0 ) 
11 and name O ) 
11 and name O ) 
11 and name O ) 
11 and name O ) 
11 and name O ) 
11 and name O ) 
11 and name O ) 
11 and name O j 
11 and name O ) 
11 and name O ) 



(segid 3A4 and resid 33 and name CB ) 
(segid 3A4 and re&id 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB > 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 36 and name CA ) 
(segid 3A4 and re3id 37 and name CA ) 
(segid 3A4 and resid 37 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 38 and name CA ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 11 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
• (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



36 and name CB ) 
39 and name CA ) 

39 and name CB ) 

40 and name CA ) 
40 and name CB ) 



11 and name CA ) 
11 and name CB ) 

11 and name O ) 

12 and name C ) 
12 and name CA J 
12 and name CB ) 
12 and name N ) 

12 and name O ) 

13 and name C ) 
13 and name CA ) 
13 and name CB ) 
13 and name N ) 
13 and name O J 

11 and name CB ) 

12 and name C ) 
12 and name CA ) 
12 and name CB ) 
12 and name N ) 

12 and name O ) 

13 and name C ) 
13 and name CA ) 
13 and name CB ) 
13 and name N ) 
13 and name O ) 



12.85 
17.27 
17.61 
14.67 
14.04 
13.43 
14.54 
10.57 
9.31 
12.13 
13.38 
9.88 
T.62 
7.22 
8.83 
7.80 
10.50 
11.66 
11.55 
9.07 
8.07 
9.66 
10.47 
11.23 
10.88 
13.86 
13.91 
14.93 
14.52 
14.57 
13.95 
15.09 
16.44 
14.01 
IS. 29 
10.57 
11.77 
10.68 
11.41 
10.77 
15.13 
12.97 
15.62 
15.78 
16.68 
16.57 
15.91 
16.91 
15.17 
14.24 
14.96 
13.99 
17.98 
18.28 
16.66 
16.31 
17.47 
16.37 
2.46 
1.45 



2.45 
3.53 



4.98 
2.80 
5.76 
5.58 
5.25 
5.28 
4.28 
6.77 



4.24 
2.24 
3.37 
4.06 



1.50 
1.72 
1.69 
1.62 
1.54 
1.63 
1.63 
1.59 
1.55 
1.37 
1.46 
1.51 
0.72 
0.67 
1.07 
1.26 
0.34 
0.41 
0.96 
L.49 
1.58 
1.33 
1.16 
1.74 
V86 
1.55 
1.54 
1.37 
1.27 
1.67 
1.61 
1.88 
1.85 
2.35 
2.36 
0.93 
2.08 
1.99 
2.23 
2.26 
2.22 
0.88 
0.95 
0.97 
1.27 
0.68 
0.39 
1.25 
1.28 
1.45 
0.99 
0.84 
0.84 
0.86 
2.25 
0.66 
1.52 
2.14 
0.02 
0.01 
0.02 
0.05 
0.09 
0.05 
0.09 
0.06 
0.15 
0.18 
0.11 
0.12 
0.10 
0.17 
0.09 
0.09 
0.03 
0.03 
0.00 
0.20 
0.11 
0.15 
0-16 
0.15 
0.13 



1.50 
1.73 
1.69 
1.62 
1.55 
1.62 
1.63 
1.59 
1.55 
1.38 
1.47 
1.51 
0.73 
0.66 
1.07 
1.26 
0.33 
0.41 
0.95 
1.49 
1.57 
1.34 
1.16 
1.74 
1.86 
1.54 
1.54 
1.38 
1.28 
1.67 
1.61 
1.87 
1.84 
2.35 
2.36 
0.93 
2.08 
1.99 
2.23 
2.26 
2.22 
0.89 
0.96 
0.96 
1.27 
0.69 
0.38 
1.24 
1.28 
1.45 
0.99 
0.85 
0.84 
0.85 
2.24 
0.67 
1.52 
2.14 
0.02 
0.01 
0.02 
0.04 
0.08 
0.06 
0.08 
0.07 
0.14 
0.19 
0.12 
0.12 
0.09 
0.18 
0.10 
0.10 
0.04 
0.03 
0.01 
0.20 
0.11 
0.15 
0.17 
0.15 
0.13 
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assign (segxd 3A4 and resxd 120 and name C 
assign (segxd 3A4 and resxd X20 and name C 
assign segxd 3A4 and resxd X20 and name C 
assign Ugxd 3A4 and resxd 120 and name C 
5 assxgn (segid 3A4 and resxd 120 and name C 
assign (segxd 3A4 and resxd 120 and name C 
assign (segxd 3A4 and resid 120 and name C 
assign (segxd 3A4 and resxd 120 and name C 
assxgn (segxd 3A4 and resxd 120 and name C 
10 assxgn Ugxd 3A4 and resxd 120 and name C 
assxgn (segid 3A4 and resxd 120 and name C 
assxgn (segid 3A4 and resxd 120 and name C 
assxgn segid 3A4 and resxd 120 and name C 
assxgn (segid 3A4 and resid 120 and name 
15 assxgn segid 3A4 and resid 120 and name 
assxgn segid 3A4 and resid 120 and name 
assxgn (segxd 3A4 and resxd 120 and name 
assign segxd 3A4 and resxd 120 and name 
assxgn (segxd 3A4 and resxd 120 and name 
20 assxgn (segxd 3A4 and resxd 120 and name 
assign segxd 3A4 and resxd 120 and name 
assign segxd 3A4 and resid 120 and name 
assign (segid 3A4 and resid 120 and name 
assxgn (segxd 3A4 and resxd 120 and name C 
25 assxgn (segxd 3A4 and resid 120 and name C 
assxgn segxd 3A4 and resxd 120 and name 
assign (segxd 3A4 and resid 120 and name 
assign (segid 3A4 and resid 120 and name 
assign (segid 3A4 and resid 120 and name 
30 assign (segid 3A4 and resid 120 and name 
assign (segid 3A4 and resid 120 and name 
assxgn segid 3A4 and resid 120 and name 
assign segid 3A4 and resxd 120 and name 
assign algid 3A4 and resid 120 and name C 
35 assxgn segid 3A4 and resid 120 and name C 
assxgn segid 3A4 and resid 120 and name C 
assxgn (segxd 3A4 and resid 120 and name CA 
assign segid 3A4 and resid 120 and name CA 
assign segid 3A4 and resid 120 and name CA 
40 assian (segxd 3A4 and resid 120 and name CA ) 
40 assign segid 3A4 and resid 120 and name CA 
assxgn segid 3A4 and resid 120 and name CA 
assign segid 3A4 and resid 120 and name CA 
assign segid 3A4 and resid 120 and name CA 
45 assign (segid 3A4 and resid 120 and name CA 



(segxd 3A4 and resxd 120 and name CB ) 
(segxd 3A4 and tesxd 120 and name 0 ) 
(segid 3A4 and resxd 121 and name C ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 
(segid 3A4 and resid 121 and name N ) 
(segid 3A4 and resid 121 and name 0 ) 
(segid 3A4 and resid 122 and name C ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 122 and name N ) 
(segid 3A4 and resid 122 and name O ) 
(segid 3A4 and resxd 123 and name C ) 
(segxd 3A4 and resxd 123 and name CA 
(segxd 3A4 and resxd 123 and name CB 
(segxd 3A4 and resxd 123 and name N ) 
(segxd 3A4 and resxd 123 and name O ) 
(segid 3A4 and resid 124 and name C ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 124 and name M ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 125 and name N ) 
(segid 3A4 and resid 438 and name C ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name N ) 
(segid 3A4 and resid 438 and name O ) 
(segid 3A4 and resxd 439 and name C ) 
(segxd 3A4 and resxd 439 and name CA ) 
(segid 3A4 and resid 439 and name N ) 
(segxd 3A4 and resxd 439 and name O ) 
(segxd 3A4 and resxd 440 and name C ) 
(segxd 3A4 and resxd 440 and name CA ) 



(segxd 3A4 and resxd 440 and name N 
(segxd 3A4 and resxd 440 and name 0 
(segxd 3A4 and resxd 120 and name C 
(segxd 3A4 and resxd 120 and name CB 
(segxd 3A4 and resxd 120 and name O 
(segxd 3A4 and resid 121 and name C 
(segxd 3A4 and resxd 121 and name CA ) 
(segxd 3A4 and resxd 121 and name CB ) 
(segxd 3A4 and resxd 121 and name N ) 
(segxd 3A4 and resxd 121 and name O > 
(segxd 3A4 and resid 122 and name C ) 



SS£ 1=3= ana resid 120 and name CA segxa £ ana ~ ~ -» -~ ^ ; 
assxgn (segid 3M and resid 120 and name CA ) segxd ^ ^ ^ ^ 



assxgn (segxa 

assxgn (segxd 3A4 and resid 120 and name CA 
assxgn (segxd 3A4 and resid 120 and name CA 
assxgn (segxd 3A4 and resxd 120 and name CA 
50 assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assxgn (segid 3A4 and resxd 120 and name CA 
assign segid 3A4 and resxd 120 and name CA 
assign segxd 3A4 and resid 120 and name CA 
55 assxgn (segxd 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resxd 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA 
assxgn (segxd 3A4 and resxd 120 and name CA 
60 assxgn (segxd 3A4 and resxd 120 and name CA 
assxgn (segxd 3A4 and resxd 120 and name CA 
assxgn (segxd 3A4 and resxd 120 and name CA 



(segxd 3A4 and resxd 122 and name CB ) 
(segxd 3A4 and resid 122 and name N > 
(segid 3A4 and resxd 122 and name O ) 
(segxd 3A4 and resxd 123 and name C ) 
(segid 3A4 and resxd 123 and name CA ) 
(segid 3A4 and resid 123 and name CB > 
Oegid 3A4 and resid 123 and name N ) 
(segxd 3A4 and resxd 124 and name CA ) 
(segid 3A4 and resxd 124 and name CB ) 
(segid 3A4 and resxd 124 and name N ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and re3id 128 and name CA ) 



assign iiegxd 3A4 and resxd 120 and name CA segxa -» ™ j» ~~ ^ 
assxgn (segid 3A4 and resxd 20 and name CA segid » ^ ^ ^ ^ ^ 



assxgn isegia anu >™ 

assign (segxd 3A4 and resid 120 and name CA 
65 assign (segid 3A4 and resxd 120 and name CA j 
assxgn (segxd 3A4 and resxd 120 and name CA ) 
assxgn (segid 3A4 and resxd 120 and name CA J 
assxgn (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA ) 
70 assxgn (segid 3A4 and resid 120 and name CA 1 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
75 assxgn (segxd 3A4 and resid 120 and name CA 
assxgn (segxd 3A4 and resid 120 and name CA 
assxgn (segxd 3A4 and resxd 120 and name CA ) 
assxgn (segxd 3A4 and resxd 120 and name CA 
assxgn (segid 3A4 and resid 120 and name CA 
80 assxgn (segxd 3A4 and resid 120 and name CA 
as3xgn (segxd 3A4 and resid 120 and name CA j 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA ) 



l segxa j*m ™ v 

(segid 3A4 and resxd 129 and name CA ) 
(segid 3A4 and resxd 129 and name CB ) 
(segid 3A4 and resxd 130 and name CA ) 
(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 131 and name CA ) 
(segxd 3A4 and resxd 131 and name CB ) 
(segxd 3A4 and resxd 150 and name CA ) 
(segxd 3A4 and resxd 256 and name CA ) 
(segxd 3A4 and resxd 257 and name CA ) 
(segxd 3A4 and resxd 258 and name CA ) 
(segxd 3A4 and resxd 258 and name CB ) 
(segxd 3A4 and resxd 259 and name CA ) 
(segxd 3A4 and resxd 259 and name CB » 
(segxd 3A4 and resxd 260 and name CA ) 
(segid 3A4 and resxd 260 and name CB ) 
(segxd 3A4 and resxd 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segxd 3A4 and resxd 262 and name CB ) 
(segid 3A4 and resxo 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 



2.49 
1.24 
3.04 
2.43 
3.69 
1.32 
3.99 
4.68 
4.42 
5.11 
3.19 
5.67 
5.28 
5.05 
5.16 
4.18 
6.44 
6.02 
5.28 
4.86 
4.50 
6.85 
6.64 
5.77 
4.93 
5.87 
5.70 
3.92 
6.04 
5.37 
5.57 
7.13 
7.24 
6.73 
5.70 
6.71 
1.52 
1.50 
2.38 
4.48 
3.81 
4.83 
2.44 
5.47 
5.79 
5.53 
5.91 
4.39 
6.85 
6.21 
5.85 
5.60 
5.10 
6.35 
5-81 
5.54 
8.28 
8.09 
9.72 
10.77 
10.18 
12.50 
12.01 
14.26 
13.83 
16.14 
15.70 
16.99 
16.23 
18.54 
17.59 
16.27 
17.63 
19.13 
16.33 
16.85 
12.70 
12.36 
13.08 
14.97 
16.20 
12.56 
12.15 



0.03 
0.02 
0.07 
0.02 
0l04 
0.02 



) 



0.04 
0.02 
0.06 
0.02 
0.04 
0.03 
0.13 
0-21 
0.18 
0.24 
0.20 
0.30 
0.44 
0.2B 
0.34 
0.19 
0.40 
0.65 
0.70 
0.78 
0.61 
0.43 
0.38 
0.47 
0.48 
0.63 
0.72 
0.42 
0.23 
0.21 
0.39 
0.24 
0.17 
0.27 
0.26 
0.13 
0.01 
0.02 
0.02 
0.05 
0.02 
0.05 
0.02 
0.11 
0.25 
0.23 
0.33 
0.22 
0.32 
0.60 
0.43 
0.51 
0.29 
0.86 
0.97 
0.75 
0.44 
0.39 
0.69 
0.79 
0.80 
0.78 
0.84 
0.81 
0.78 
0.46 
0.38 
0.76 
0.85 
1.01 
0.41 
0.65 
0.32 
0.31 
0.21 
0.22 
0.29 
0.47 
0.41 
0.33 
0.27 
0.13 
0.11 



13 
,21 
.19 
.23 
.20 
.30 
0.44 
0.28 
0.34 
0.19 
0.41 
0.64 
0.70 
0.78 
0.60 
0.42 
0.38 
0.48 
0.49 
0.63 
0.73 
0.42 
0.23 
0.21 
0.40 
0.24 
0.18 
0.28 
0.26 
0.14 
0.01 
0.02 
0.02 
0.04 
0.02 
0.06 
0.01 
0-11 
0.25 
0.23 
0.32 



0.21 
0.32 
0.60 
0.42 
0.51 
0.29 
0.86 
0.98 
0.7S 
0.44 
0.39 
0.69 
0.79 
0.80 
0.79 
0.84 
0.80 
0.77 
0.46 
0.38 
0.77 
0.84 
1.01 
0.41 
0.65 
0.33 
0.31 
0.20 
0.22 
0.29 
0.46 
0.41 
0.32 
0.27 
0.14 
0.12 



63 



assign (segid 3A4 and resid 120 and name CA ) 
assign (sogid 3A4 and resid 120 and name CA ) 
assign (sogid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA ) 



10 



15 



20 



25 



(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and re3id 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
assign (segid 3A« ana resia o»« — ■ J» * d 269 and narae CA ) 

assign (segid 3A4 and resid 120 and name CA segid 3A ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 120 and name CA segid JA* ^ ^ ^ ^ } 

assign (segid 3A4 and resid 120 and name CA segid 3Aa 2?1 and narae ca ) 

assign (segid 3A4 and resid 120 and name CA segid » ^ ^ CB ) 

assign (segid 3A4 and resid 120 and name CA ) segid 

assign (segid 3A4 and resid 120 and name CA segid 3A4 and resid 2^2 ^ ^ ) 
assign (segid 3A4 and resid 120 and name CA segid jm a ^ ) 

assign (segid 3A4 and resid 120 and name CA ) (segid w ana re ^ ^ ^ pR ^ 

assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA 

assign (segid 3A4 and resid 120 and name CA 

assign (segid 3A4 and resid 120 and name CA 

assign (segid 3A4 and resid 120 and name CA ) 

assign (segid 3A4 and resid 120 and name CA ) 

assign (segid 3A4 and resid 120 and name CA ) 

assign (segid 3A4 and resid 120 and name CA ) 



and resid 277 and name CB ) 
lt}eyiU ^ and resid 312 and name CB ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 



(segid 3A4 
(segid 3A4 



assign (segid 3A4 and resid 120 and name £ «j ----- ^ name ^ , 

assign (segid 3M and resid 120 and name CA segid 3A4 a^ ^ ^ ^ ^ 



30 



35 



40 



45 



50 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA ) 
and resid 414 and name CA ) 
and resid 415 and name CA > 
and resid 415 and name CB ) 
and resid 416 and name CA ) 
and resid 417 and name CA ) 
and resid 423 and name CA ) 
tsegxc, and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA 
and resid 433 and name CA ) 
and resid 434 and name CA ) 
tsegxa ^v. and resid 435 and name CA > 
(segid 3A4 and resid 436 and name CA 
(segid 3A4 and resid 437 and name C ) 
and resid 437 and name CA ) 
and resid 438 and name C ) 
and resid 438 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 



assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and narae CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and narae CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and reaid 120 and name CA 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CA > 
(segid 3A4 and resid 120 and narae CA > 
assign (sogid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA ) 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA 
assign (segid 3A4 and resid 120 and name CA ) 

assign (segid 3A4 and resid 120 and name CA — ™ — ~ 4 38 and name N ) 

55 assign (segid 3A4 and resid 120 and name CA segid 3A4 438 and name 0 ) 

assign (segid 3A4 and resid 120 and name CA segid 3A* a ^ ^ ^ Q ) 

assign (segid 3A4 and resid 120 and name CA segid 3A4 a ^ ^ ^ ) 

assign (segid 3A4 and resid 120 and name CA segid 3A4 ana ^ ^ ) 

assign (segid 3A4 and resid 120 and name CA segid 3A4 ana ^ q | 

assign (segid 3A4 and resid 120 and name CA segid 3A4 ana and name c , 

assian (segid 3A4 and resid 120 and name CA ) (segia ja« M AAts anH narae c 

(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CA ) 
(segid 3A4 and resid 120 and name CB ) 
assign (segid 3A4 and resid 120 and name CB J 
assign (segid 3A4 and resid 120 and name CB 
assian (segid 3A4 and resid 120 and name CB ) 
assign (segid 3A4 and resid 120 and name CB ) 
assign segid 3A4 and resid 120 and name CB ) 

assign (segid 3A4 and resid 120 and name CB ) isegia *™ — — ~ '-- ~ ^ CQ ) 
assign (segid 3A4 and resid 120 and name CB segid 3A4 and res ^ ^ ^ N , 
assign (segid 3A4 and resid 120 and name CB segid 3A* ana n ^ Q 

assian (segid 3A4 and resid 120 and name CB ) (segid 3A4 ana resxu ^ ^ namo 
alsign segid 3A4 and resid 120 and narae CB > 
assign *egid 3A4 and resid 120 and name CB > 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB ) 
assign (segid 3A4 and resid 120 and name CB ) 
assign (segid 3A4 and resid 120 and narae CB ) 
assign (segid 3A4 and resid 120 and name CB ) 
assign (segid 3A4 and resid 120 and name CB ) 



60 



65 



assign 
assign 
assign 
assign 
assign 



70 



75 



isegia j/v* wiu — - 

(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 440 and name N ) 
segid 3A4 and resid 440 and name 0 
(segid 3A4 and resid 121 and name c ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 121 and name CB ) 
segid 3A4 and resid 121 and name N 
segid 3A4 and resid 121 and name O 
segid 3A4 and resid 122 and name C ) 
(segid 3A4 and resid 122 and name CA ) 



(segid 3A4 end resid 123 and name C 
segid 3A4 and resid 123 and name CA 
segid 3A4 and resid 123 and name CB ) 
(seaid 3A4 and resid 123 and narae N ) 
segid 3A4 and resid 124 and name CA ) 
segid 3A4 and resid 124 and name CB 
seaid 3A4 and resid 124 and name N ) 
segid 3A4 and resid 125 ana name CA ) 
segid 3A4 and resid 125 and name CB ) 



9.87 
12.93 
14.22 
11.46 
10.11 
11.73 
11.71 
15.44 
15.63 
15.29 
13.76 
12.34 
16.25 
16.30 
19.23 
18.13 
18.65 
18.58 
18.94 
18.03 
16.04 
15.15 
16.32 
16.87 
17.72 
17.60 
14.42 
13.36 
16.42 
17.09 
19.07 
16.98 
16.26 
14.89 
15.03 
12.19 
11.62 
12.45 
10.27 
10.90 
12.89 
12.51 
12.94 
14.28 
15.52 
17.89 
17.56 
14.07 
11.17 
9.86 
6.40 
6.66 
4.55 
5.65 
5.46 
3.73 
5.41 
4.52 
4.89 
6.56 
6.85 
6.41 
5.20 
6.22 
5.11 
4.83 
5.9B 
3.58 
6.04 
5.61 
5.55 
5.68 
4.72 
6.70 
5.88 
5.29 
4.75 
4.71 
6.50 
6.20 
5.49 
8.74 
8.75 



0.27 
0.38 
0.34 
0.36 
0.33 
0.44 
0.41 
0.44 
0.55 
0.51 
0.67 
0.67 
0.62 



0.27 
0.38 
0.33 
0.35 
0.34 
0.44 
0.40 
0.44 
0.54 
0.52 
0.68 
0.67 
0.63 
0.59 
0.42 
0.43 
0.79 
0.66 
0.42 
0.35 
0.46 
0.41 
0.56 
0.55 
0.58 
0.66 
0.57 
0.46 
0.49 
0.53 
0.44 
0.49 
0.62 
0.33 
0.92 
0.30 
0.74 
0.78 
0.68 
1.27 
1.37 
1.48 
1.82 
1.06 
0.84 
1.42 
0.60 
0.64 
0.48 
0.59 
0.50 
0.58 
0.33 
0.44 
0.58 
0.22 
0.22 
0.18 
0.32 
0.22 
0.17 
0.26 
0.25 
0.13 
0.10 
0.06 
0.09 
0.04 
0.14 
0.33 
0.31 
0.46 
0.27 
0.37 
0.77 
0.59 
0.73 
0.42 
0.96 
1.06 
0.89 
0.49 
0.35 



60 
42 
43 
,79 
.66 
.41 
.35 
0.46 
0.41 
0.56 
0.56 
0.58 
0.66 
0.56 
0.46 
0.48 
0.53 
0.43 
0.49 
0.62 
0.32 
0.92 
0.31 
0.74 
0.78 
0.68 
1.26 
1.37 
1.49 
1.82 
1.06 
0.84 
1.43 
0.60 
0.64 
0.49 
0.59 
0.50 
0.59 
0.33 
0.45 
0.59 
0.22 
0.22 
0.18 
0.32 
0.22 
0.18 
0.26 
0.25 
0.13 
0.09 
0.06 
0.09 
0.05 
0.15 
0.33 
0.30 
0.45 
0.27 
0.37 
0.77 
0.59 
0.73 
0.42 
0.97 
1.06 
0.88 
0.49 
0.36 



64 



assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and reaid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3a4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign I segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and re Sid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assiqn (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 
assign (segid 3A4 and resid 120 and name CB 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 126 and name CA ) 9.90 
(segid 3A4 and resid 127 and name CA ) 10.57 
(segid 3A4 and resid 127 and name CB ) 9. 85 
(segid 3A4 and resid 128 and name CA ) 12.50 
(segid 3A4 and resid 128 and name CB ) 12.10 
(segid 3A4 and resid 129 and name CA ) 14.46 
(segid 3A4 and resid 129 and name CB ) 14.14 
(segid 3A4 and resid 130 and name CA ) 16.13 
(segid 3A4 and resid 130 and name CB ) 15.64 
(segid 3A4 and resid 131 and name CA ) 16.62 
(segid 3A4 and resid 131 and name CB ) 16.00 
(segid 3A4 and resid 150 and name CA ) 17.83 
(segid 3A4 and resid 154 and name CA ) 16.54 
(segid 3A4 and resid 157 and name CB > 17.65 
(segid 3A4 and resid 256 and name CA ) 17.33 
(segid 3A4 and resid 257 and name CA ) 15.95 
(segid 3A4 and resid 258 and name CA ) 17.57 
(segid 3A4 and resid 258 and name CB ) 19.09 
(segid 3A4 and resid 259 and name CA ) 16.51 
(segid 3A4 and resid 259 and name CB ) 17.04 
(segid 3A4 and resid 260 and name CA ) 12.60 
(segid 3A4 and resid 260 and name CB ) 12.29 
(segid 3A4 and resid 261 and name CA ) 13.17 
(segid 3A4 and resid 262 and name CA ) 15.38 
(segid 3A4 and resid 262 and name CB ) 16.62 
(segid 3A4 and resid 263 and name CA ) 13.22 
(segid 3A4 and resid 263 and name CB ) 12.79 
(segid 3A4 and resid 264 and name CA ) 10.47 
(segid 3A4 and resid 265 and name CA > 13.52 
(segid 3A4 and resid 266 and name CA ) 15.11 
(segid 3A4 and resid 267 and name CA ) 12.57 
(segid 3A4 and resid 267 and name CB ) 11.23 
(3egid 3A4 and resid 268 and name CA ) 12.66 
(segid 3A4 and resid 268 and name CB ) 12.49 
(segid 3A4 and resid 269 and name CA } 16.40 
(segid 3A4 and resid 270 and name CA ) 16.83 
(segid 3A4 and resid 270 and name CB ) 16.53 
(segid 3A4 and resid 271 and name CA ) 14.98 
(segid 3A4 and resid 271 and name CB } 13.54 
(segid 3A4 and tesid 272 and name CA ) 17.30 
(segid 3A4 and resid 272 and name CB ) 17.27 
(segid 3A4 and resid 318 and name CB ) 18.65 
(segid 3A4 and resid 401 and name CA ) 18.78 
(segid 3A4 and resid 404 and name CA ) 16.98 
(segid 3A4 and resid 404 and name CB ) 16.02 
(segid 3A4 and resid 405 and name CA ) 17.44 
(segid 3A4 and resid 405 and name CB ) 17.97 
(segid 3A4 and resid 407 and name CA ) 18.89 
(segid 3A4 and resid 408 and name CA ) 15.68 
(segid 3A4 and resid 408 and name CB ) 14.62 
(segid 3A4 and resid 409 and name CA ) 17.80 
(segid 3A4 and resid 409 and name CB ) 16.46 
(segid 3A4 and resid 411 and name CA ) 18.32 
(segid 3A 4 and resid 411 and name CB J 17.56 
(segid 3A4 and resid 412 and name CA ) 16.32 
(segid 3A4 and resid 413 and name CA ) 16.49 
(segid 3A4 and resid 414 and name CA ) 13.62 
(segid 3A4 and resid 415 and name CA ) 12.90 
(segid 3A4 and resid 415 and name CB ) 13.70 
(segid 3A4 and resid 416 and name CA ) 11.33 
(segid 3A4 and resid 417 and name CA ) 11.74 
(segid 3A4 and resid 423 and name CA ) 13.12 
(segid 3A4 and resid 424 and name CA ) 12.70 
(segid 3A4 and resid 125 and name CA ) 12.85 
(segid 3A4 and resid 426 and name CA ) 14.05 

15.11 
17.35 
17.34 
13.91 
11.09 
9.35 
6.27 
6.23 
5.20 
6.08 
5.56 
4.56 
6.45 
5.33 
5.52 
7.73 
6.43 
7.49 



0.61 
0.94 
1.03 
0.98 
1.05 
0.84 
0.75 



(segid 3A4 and resid 427 and name CA 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 435 and name CA 



(segid 3A4 and resid 436 and name CA ) 

(segid 3A4 and resid 437 and name C ) 

(segid 3A4 and resid 437 and name CA } 

(segid 3A4 and resid 438 and name C ) 

(segid 3A4 and resid 438 and name CA ) 

(segid 3A4 and resid 438 and name N ) 

(segid 3A4 and resid 438 and name O ) 

(segid 3A4 and resid 439 and name C ) 

(segid 3A4 and resid 439 and name CA ) 

(sogid 3A4 and resid 439 and name N I 

(segid 3A4 and resid 440 and name CA ) 

(sogid 3A4 and resid 440 and name N l 

(segid 3A4 and resid 4 40 and name 0 ) 



0.51 

0.47 

0.91 

1.04 

0.97 

1.26 

1.33 

0.42 

0.69 

0.37 

0.37 

0.28 

0.32 

0.35 

0.52 

0.42 

0.31 

0.25 

0.15 

0.20 

0.26 

0.37 

0.34 

0.38 

0.36 

0.46 

0.43 

0.45 

0.55 

0.51 

0.70 

0.69 

0.64 

0.60 

0.68 

0.40 

0.49 

0.44 

0.58 

0.59 

0.61 

0.58 

0.47 

0.49 

0.52 

0.51 

0.65 

0.33 

0.96 

0.36 

0.87 

0.95 

0.79 

1.17 

1.39 

1.64 

2.00 

1.16 

0.82 

1.31 

0.59 

0.52 

0.49 

0.72 

0.57 

0.71 

0.35 

0.49 

0.67 

0.23 

0.29 

0.28 

0.41 

0.28 

0.29 

0.16 



0.61 
0.94 
1.03 
0.99 
1-04 
0.84 
0.75 
0.52 
0.47 
0.91 
1.04 
0.97 
1.29 
1.32 
0.43 
0.69 
0.38 
0.37 
0.29 
0.33 
0.35 
0.51 
0.42 
0.31 
0.25 
0.15 
0.19 
0.25 
0.37 
0.34 
0.37 
0.36 
0.46 
0.44 
0.46 
0.55 
0.50 
0.69 
0.69 
0.63 
0.60 
0.68 
0.40 
0.49 
0.43 
0.57 
0.58 
0.62 
0.59 
0.47 
0.49 
0.53 
51 
64 
33 
97 
35 
88 



0.94 
0.79 
1.16 
1.40 
1.64 
2.00 
1.17 
0.82 
1-31 
0.60 
0.51 
0.49 
0.72 
0.56 
0.70 
0.35 
0.49 
0.67 
0.23 
0.29 
0.27 
0.42 
0.28 
0.28 
0.16 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(segid 3A4 
t s eg id 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segad 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 120 
and tesid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 120 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resid 121 
and resjd 121 
and resid 121 
and resid 121 
and resid 121 



and name N 
and name M 
and name N 
and name N 
and name N 
and name N 
and name N 
and name H 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name H 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name N 
and name O 
and name 0 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name 0 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name O 
and name 0 
and name O 
and name O 
and name O 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 



(segid 3A4 and resid 120 and name C 
(segid 3A4 and resid 120 and name CA 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 120 and name O 
(segid 3A4 and resid 121 and name C 
(segid 3A4 and resid 121 and name CA 
( segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 121 and name N 
(segid 3A4 and resid 121 and name O 
(segid 3A4 and resid 122 and name C 
I segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB 
(segid 3A4 and resid 122 and name N 
(segid 3A4 and resid 123 and name CA 
(segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 124 and name N 
(segid 3A4 and resid 4 36 and name C 
(segid 3A4 and resid 4 38 and name CA 
(segid 3A4 and resid 438 and name N 
(segid 3A4 and resid 438 and name O 
(segid 3A4 and resid 439 and name C 
(segid 3A4 and resid 439 and name CA 
(segid 3A4 and resid 439 and name H 
(segid 3A4 and resid 439 and name O 
(segid 3A4 and resid 440 and name C 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 440 and name N 
(segid 3A4 and resid 440 and name O 
(segid 3A4 and resid 120 and name CB 
(segid 3A4 and resid 121 and name C 
(segid 3A4 and resid 121 and name CA 
(segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 121 and name N 
(segid 3A4 and resid 121 and name O 
(segid 3A4 and resid 122 and name C 
(segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB 
(segid 3A4 and resid 122 and name N 
(segid 3A4 and resid 122 and name O 
(segid 3A4 and resid 123 and name C 
(segid 3A4 and resid 123 and name CA 
(segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name O 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name CA 
(segid 3A4 and resid 124 and name CB 
(segid 3A4 and resid 124 and name N 
(segid 3A4 and resid 125 and name CA 
(segid 3A4 and resid 125 and name CB 
(segid 3A4 and resid 125 and name N 
(segid 3A4 and resid 438 and name C 
(segid 3A4 and resid 438 and name O 
(segid 3A4 and resid 439 and name C 
(segid 3A4 and resid 439 and name CA 
(segid 3A4 and resid 439 and name N 
(segid 3A4 and resid 440 and name N 
(segid 3A4 and resid 4 40 and name O 
(segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 121 and name O 
(segid 3A4 and resid 122 and name C 
(segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB 
(segid 3A4 and resid 122 and name N 
(segid 3A4 and resid 122 and name O 
(segid 3A4 and resid 123 and name C 
(segid 3A4 and resid 123 and name CA 
(segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name O 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name CA 
(segid 3A4 and resid 124 and name CB 
(segid 3A4 and resid 124 and name N 
(segid 3A4 and resid 124 and name O 
(segid 3A4 and resid 125 and name C 
(segid 3A4 and resid 125 and name CA 
(segid 3A4 and resid 125 and name CB 
(segid 3A4 and resid 125 and name N 
(segid 3A4 and resid 125 and name O 
(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name N 



2.33 
1.45 
2.45 
2.88 
5.32 
4.43 
5.43 
3.19 
6.17 
6.79 
6.68 



7.21 
5.50 
6.60 
6.28 
6.06 
5.86 
5.46 
6.73 
6.71 
4.64 
5.54 
4.86 
5.58 
6.75 
6.27 
6.14 
5.06 
5.46 
2.B6 
2.98 
2.78 
4.26 
2.24 
3.62 
4.09 
4.22 
5.09 
3.23 
4.95 
4.17 
4.12 
4.30 
3.48 
5.32 
4.98 
4.14 
3.85 



3.33 
6.07 
6.07 
4.86 
6,10 
5.09 
7.24 
6.57 
6.77 
6.83 
7.61 
2.53 
1.23 
3.03 
2.42 
3.69 
1.32 
3.74 
4.76 
4.63 
5.53 
3.44 
5.78 
4.92 
4.91 
5.09 
4.17 
6.03 
S.21 



0.02 

0.00 

0.04 

0.04 

0.08 

0.07 

0.06 

0.06 

0.18 

0.27 

0.20 

0.30 

0.20 

0.41 

0.43 

0.27 

0.80 

0.24 

0.35 

0.50 

0.18 

0.14 

0.10 

0.20 

0.14 

0.13 

0.17 

0.17 

0.15 

0.05 

0.08 

0.02 

0.01 

0.01 

0.19 

0.24 

0.19 

0.26 

0.19 

0.38 

0.51 

0.27 

0.28 

0.18 

0.50 

0.78 

0.81 

0.86 

0.69 

0.57 

0.49 

0.61 

0.47 

0.40 

0.22 

0.19 

0.38 

0.23 

0.18 

0.02 

0.00 

0.05 

0.03 

0.04 

0.01 

0.13 

0.19 

0.20 

0.28 

0.21 

0.26 

0.16 

0.18 

0.18 

0.15 

0.18 

0.40 

0.16 

0.21 

0.13 

0.36 

0.89 

0.71 
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0.01 

0.03 

0.04 

0.08 

0.06 

0.06 

0.06 

0.18 

0.28 

0.20 

O.30 

0.20 

0.40 

0.43 

0.26 

0.80 

0.25 

0.35 

0.50 

0.19 

0.13 

0.10 

0.21 

0.14 

0.14 

0.17 

0.16 

0.15 

0.04 

0.07 

0.02 

0.02 

0.02 

0.19 

0.25 

0.18 

0.26 

0.20 

0.39 

0.51 

0.28 

0.28 

0.17 

0.51 

0.77 

0.81 

0.86 

0.70 

0.56 

0.48 

0.62 

0.47 

0.41 

0.21 
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assign (segid 3A4 and resid 121 and name C 
assign (segid 3A4 and res id 121 and name C 
assign (segid 3A4 and res id 121 and name C 
assign (segid 3A4 and res id 121 and name C 
5 assign (segid 3A4 and resid 121 and name C 
assign (segid 3A4 and resid 121 and name C 
assign (segid 3A4 and resid 121 and name C 
assign (segid 3A4 and resid 121 and name C 
assign (segid 3A4 and resid 121 and name CA 
10 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign {segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
15 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
20 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
25 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
30 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
35 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
40 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
/ assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
45 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
50 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and res id 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
55 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
60 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
65 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
70 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name ca 
assign (segid 3A4 and resid 121 and name CA. 
75 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
80 assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 
assign (segid 3A4 and resid 121 and name CA 



(segid 3A4 and resid 127 and name N 
(segid 3A4 and tesid 263 and name C 
(segid 3A4 and resid 263 and name O 
(segid 3A4 and resid 264 and name CA 
(segid 3a4 and resid 264 and name N 
(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 438 and name C 
(segid 3A4 and resid 438 and name O 
(segid 3A4 and resid 121 and name C 
(segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 121 and name O 
(segid 3A4 and resid 122 and name C 
(segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB 
(segid 3A4 and resid 122 and name N 
(segid 3A4 and resid 122 and name O 
(segid 3A4 and resid 123 and name C 
(segid 3A4 and resid 123 and name CA 
(segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name O 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name CA 
(segid 3A4 and resid 124 and name CB 
(segid 3a4 and resid 124 and name N 
(segid 3a 4 and resid 124 and name O 
(segid 3A4 and resid 125 and name C 
(segid 3A4 and resid 125 and name CA 
(segid 3A4 and resid 125 and name CB 
(segid 3A4 and resid 125 and name N 
(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name N 
(segid 3A4 and resid 127 and name CA 
(segid 3A4 and resid 127 and name CB 
(segid 3A4 and resid 128 and name CA 
I segid 3A4 and resid 128 and name CB 
(segid 3A4 and resid 129 and name CA 
(segid 3A4 and resid 129 and name CB 
(segid 3A4 and resid 130 and name CA 
(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 131 and name CA 
(segid 3A4 and resid 131 and name CB 
(segid 3A4 and resid 132 and name CA 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 133 and name CA 
(segid 3a 4 and resid 133 and name CB 
(segid 3A4 and resid 150 and name CA 
(segid 3A4 and resid 255 and name CA 
(segid 3A4 and resid 256 and name CA 
(segid 3A4 and resid 257 and name CA 
(segid 3A4 and resid 258 and name CA 
(segid 3A4 and resid 258 and name CB 
(segid 3A4 and resid 259 and name CA 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 260 and name CA 
(segid 3A4 and resid 260 and name CB 
(segid 3A4 and resid 261 and name CA 
(segid 3A4 and resid 262 and name CA 
(segid 3A4 and resid 262 and name CB 
(segid 3A4 and res id 263 and name CA 
(segid 3A4 and resid 263 and name CB 
(segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 265 and name CA 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 267 and name CA 
(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 268 and name CA 
(segid 3A4 and resid 268 and name CB 
(segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 270 and name CA 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CB 
(segid 3A4 and reaid 272 and name CA 
(segid 3A4 and resid 272 and name CB 
(segid 3A4 and resid 273 and name CA 
(segid 3A4 and resid 273 and name CB 
(segid 3A4 and resid 274 and name CA 
(segid 3A4 and resid 274 and name CB 
(segid 3A4 and resid 276 and name CA 
(segid 3A4 and resid 276 and name CB 
(segid 3A4 ana resid 277 and name CA 
(segid 3A4 and resid 277 and name CB 



6.39 
7.52 
7.64 
6.36 
6.94 
7.50 
6.01 
5.01 
1.53 

I. 53 
2.39 
4.45 
3.82 
4.89 
2.46 
5.20 
5.70 
5.68 
6.33 
4.59 
6.76 
5.50 
5.37 
5.10 
4.84 
6.51 
6.26 
5.52 
4.97 
4.85 
6.93 
5.86 
8.91 
6.78 

10.40 
9.95 

II. 47 
10.83 
13.55 
13.19 
14.88 
14.33 
16.09 
15.45 
17.81 
17.32 
17.93 
18.36 
15.32 
14.24 
15.10 
16.53 
13.29 
13.76 

9.93 
9.91 
10.60 
11.90 
13.03 
9.10 
8.62 
6.92 
10.34 
11.11 
8.55 
7.10 
9.75 
9.91 
13.18 
13.17 
12.60 
12.07 
10.84 
14.84 
14.91 
17.28 
17.67 
17.68 
18.17 
19.10 
18.44 
16.63 
15.70 



0.86 

0.20 

0.20 

0.33 

0.28 

0.28 

0.69 

0.65 

O.01 

0.01 

0.02 

0.04 

0.04 

0.04 

0.05 

0.15 

0.17 

0.17 

0.30 

0.17 

0.20 

0.28 

0.27 

0.28 

0.19 

0.33 

0.46 

0.25 

0.30 

0.21 

0.92 

0.77 

0.65 

0.51 

0.34 

0.40 

0.67 

0.75 

0.51 

0.52 

0.56 

0.56 

0.52 

0.51 

0.64 

0.73 

1.16 

0.54 

0.47 

0.73 

0.43 

0.40 

0.26 

0.21 

0.39 

0.57 

0.57 

0.41 

0.37 

0.23 

0.16 

0.39 

0.42 

0.26 

0.30 

0.2B 

0.42 

0.43 

0.40 

0.49 

0.45 

0.64 

0.65 

0.56 

0.55 

0.55 

0.62 

0.51 

0.68 

0.49 

0153 

0.37 

0.33 



0.85 
0.20 
0.20 
0.33 
0.28 
0.28 
0.69 
0.65 
O.02 
0.02 
0.01 
0.04 
0.05 
0.04 
0.05 
0.14 
0.16 
0.18 
0.31 
0.17 
0.20 
0.27 
0.27 
0.29 
0.20 
0.34 
0.46 
0.26 
0.30 
0.21 
0.93 
0.77 
0.65 
0.51 
0.35 
0.40 
0.66 
0.74 
0.51 
0.51 
0.56 
0.57 
52 
52 
64 
73 
15 
S3 
47 



0.73 
0.42 
0.40 
0.27 
0.21 
0.39 
0.57 
0.56 
0.41 
0.37 
0.22 
0.15 
0.39 
0.42 
0.26 
0.31 
0.26 
0.42 
0.42 
0.39 
0.48 
0.45 
0.63 
0.65 
0.56 
0.54 
0.56 
0.61 
0.51 
0.67 
0.50 
0.53 
0.37 
0.33 
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assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and lesid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
5 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
10 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign {segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
15 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA > 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
20 assign (segid 3A4 and resid 121 and name CA J 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
25 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and re3id 121 and name CA ) 
30 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
35 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
40 assign (segid 3A4 and tesid 121 and name CA > 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
45 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA > 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
50 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA > 
55 assign (segid 3A4 and resid 121 and name CA > 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA > 
60 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
65 assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CA ) 
assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB J 
assign (segid 3A4 and resid 121 and name CB ) 
70 assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 
75 assign (segid 3A4 and resjd 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB > 
assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 
80 assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 
assign (segid 3A4 and resid 121 and name CB ) 



19.21 
17.84 
18. 73 
17.96 
17.46 
17.61 
16.68 
15.46 



(segid 3A4 and resid 2 BO and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 18.18 
(segid 3A4 and resid 313 and name CB ) 18.81 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 



17.06 
17.24 
16.18 
18.17 
18.43 
19.06 
19.23 
15.82 



isegiu Jrtt ait" - ~- — - 

(seqid 3A4 and resid 400 and name CB ) 15.45 



14.35 
16.67 
18.17 
16.16 
16.60 
12.43 
11.51 



IBtS^JLU «JtI-*-m utiw 

(segid 3A4 and resid 401 and name CA . 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 12.71 
(segid 3A4 and resid 405 and name CB ) 13.25 
(segid 3A4 and resid 406 and name CA ) 15 .79 
(segid 3A4 and resid 407 and name CA ) 14.4 9 
(segid 3A4 and resid 407 and name CB > 14.37 
(segid 3A4 and resid 408 and name CA > 11.30 
(segid 3A4 and resid 408 and name CB > 10.12 
(segid 3A4 and resid 409 and name CA ) i 
(segid 3A4 and resid 409 and name CB ) 14.09 
(segid 3A4 and resid 410 and name CA ) 16.30 
(segid 3A4 and resid 411 and name CA ) 14.65 
(segid 3A4 and resid 411 and name CB ) 13.91 
(segid 3A4 and resid 412 and name CA ) 12.91 
(segid 3A4 and resid 413 and name CA } 13.66 
(segid 3A4 and resid 414 and name CA ) 10.94 
(segid 3A4 and resid 415 and name CA ) 11.15 
(segid 3A4 and resid 415 and name CB ) 12.19 
(segid 3A4 and resid 416 and name CA ) 10.54 
(segid 3A4 and resid 417 and name CA ) 12.25 
(segid 3A4 and resid 423 and name CA ) 1 * Q1 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA > 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 17.71 
(segid 3A4 and resid 433 and name CA ) 16.14 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name C ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name O ) 
(segid 3A4 and resid 439 and name C ) 
(segid 3A4 and resid 439 and name CA ) 
(s*egid 3A4 and resid 439 and name N ) 
(segid 3A4 and resid 440 and name C ) 
(segid 3A4 and resid 440 and name CA ) 



13.91 
12.93 
13.28 
14.18 
IS. 22 



j-tl* a»« — - — - 
(segid 3A4 and resid 440 and name N 
(segid 3A4 and resid 440 and name O ) 
(segid 3A4 and resid 122 and name C 
(segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 122 and name N 
(segid 3A4 and resid 122 and name O ) 
(segid 3A4 and resid 123 and name C ) 
(segid 3A4 and resid 123 and name CA 
(segid 3A4 and resid 123 and name CB J 
(segid 3A4 and resid 123 and name N ) 
(segid 3A4 and re*id 124 and name C ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and iesid 124 and name CB ) 
(segid 3A4 and resid 124 and name M > 
(segid 3A4 and resid 125 and name CA 
(segid 3A4 and resid 125 and name CB 
(segid 3A4 and resid 125 and name N 
(segid 3A4 and resid 126 and name CA ) 



12.67 
10.23 
10.04 
7.73 
5.33 
6.00 
4.23 
6.52 
6.27 
6.25 
7.45 
6.75 
6.08 
7.23 
5.51 
4.59 
5.51 
3.30 
6.19 
7.07 
7.04 
7.75 
5.86 
6.59 
6.68 
6.36 
6.25 
6.19 
5.36 
5.81 
7.38 



0.44 
0.44 
0.54 
0.97 
0.77 
0.76 
0.91 
0.87 
0.73 
0.67 
0.90 
0.78 
0.85 
0.34 
0.42 
0.41 
0.27 
0.37 
0.41 
0-33 
0.37 
0.36 
0.46 
0.56 
0.46 
0.41 
0.53 
0.54 
0.54 
0.62 
0.68 
0.64 
0.54 
0.61 
0.61 
0.58 
0.70 
0.86 
0.49 
0.81 
0.43 
0.78 
0.81 
0.82 
1.40 
1.37 
1.28 
1.60 
0.98 
1.16 
1.78 
0.87 
0.97 
0.77 
0.79 
0.72 
0.70 
0.84 
0.71 
0.36 
0.38 
0.54 
0.20 
0.37 
0.34 
0.14 
0.06 
0.05 
0.12 
0.06 
0.10 
0.21 
0.19 
0.27 
0.17 
0.25 
0.24 
0.26 



0.44 
0.44 
0.54 
0.97 
0.78 
0.76 
0.90 
0.86 
0.72 
0.66 
0.89 
0.78 
0.84 
0.34 
0.41 
0.41 
0.27 
0.37 
0.42 
0.32 
0.36 
0.37 
0.46 
0.55 
0.46 
0.41 
0.53 
0.53 
0.53 
0.61 
0.69 
0.65 
0.53 
0.60 
0.62 
0.58 
0.70 
0.86 
0.48 
0.82 
0.42 
0.77 
0.82 
0.83 
1.40 
1.38 
1.29 
1.60 
0.98 
1.16 
1.78 
0.87 
0.98 
0.76 
0.79 
0.72 
0.69 
0.83 
0.71 
0.36 
0.39 
0.55 
0.19 
0.37 
0.35 
0.13 
0.06 
0.05 
0.11 
0.06 
0.10 
0.22 
0.19 
0.27 
0.16 



26 
24 
.26 
.17 
,33 
.40 
.26 
.10 
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assign (segid 3A4 and res id 121 and name CB ) (segid 3A4 and resid 127 and name CA ) 9.76 0.73 0.73 
assign f segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 127 and name CB ) 9.77 0.57 0.S8 
assign ( segid 3A4 and res id 121 and name CB ) (segid 3A4 and res id 128 and namo CA ) 11.19 0.24 0.2S 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 12B and name CB ) 10.75 0.39 0.39 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 129 and name CA ) 11.91 0.63 0.63 
assign (segid 3A4 and lesld 121 and name CB > (segid 3A4 and resid 129 and name CB ) 11.13 0.74 0.74 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 130 and name CA ) 13.99 0.66 0.67 
assign (segid 3A4 and resid 121 and nana CB ) (segid 3A4 and resid 130 and name CB ) 13.62 0.75 0.75 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resxd 131 and name CA j 15.56 0.59 0.60 
assign (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 131 and name CB ) 15.11 0.50 0.5B 
assign t segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 132 and name CA ) 16.71 0.39 0.38 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 132 and name CB ) 16.05 0.32 0.31 
assign (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 133 and name CA ) 18.24 0.63 0.63 
assxgn (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 133 and name CB ) 17,67 0.75 0.76 
assign (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 255 and name CA ) 18.53 0.54 0.55 
assign (segid 3A4 and resid 121 and name CB } (segid 3A4 and resid 256 and name CA ) 15.68 0.45 0.45 
assxgn (segxd 3A4 and resid 121 and name CB ) (segid 3A4 and resid 257 and name CA ) 14.48 0.73 0.74 
assign (segxd 3A4 and resxd 121 and name CB ) (segxd 3A4 and resxd 258 and name CA ) 14.96 0.44 0.45 
assign (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 258 and name CB ) 16.37 0.42 0.42 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and res id 259 and name CA ) 13.09 0.28 0.28 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resxd 259 and name CB ) 13.64 0.24 0.23 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 260 and name CA) 9.93 0.40 0.41 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 260 and name CB ) 10.13 0.57 0.56 
assxgn (segxd 3A4 and resid 121 and name CB ) (segid 3A4 and resid 261 and name CA ) 10.28 0.60 0.60 
assxgn (segid 3A4 and resid 121 and name CB ) (segxd 3A4 and resid 262 and name CA ) 11.20 0.45 0.45 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 262 and name CB ) 12.35 0.39 0.40 
assign (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 263 and name C ) 7.19 0.31 0.31 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 263 and name CA ) 8.33 0.25 0.25 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 263 and name CB ) 8.03 0.18 0.19 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 263 and name 0 ) 6.90 0.33 0.33 
assign (segid 3A4 and resid 121 and name CB J (segid 3A4 and resid 264 and name C ) 6.91 0.47 0.46 
assxgn (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 264 and name CA) 6.06 0.46 0.45 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 264 and name N ) 6.85 0.39 0.40 
assxgn (segxd 3A4 and resxd 121 and name CB > (segid 3A4 and resxd 264 and name O ) 6.60 0.47 0.46 
assxgn (segxd 3A4 and resxd 121 and name CB > (segid 3A4 and resid 265 and name CA ) 9.26 0.48 0.49 
assxgn (segid 3A4 and resxd 121 and name CB > (segid 3A4 and resxd 266 and name CA ) 9.82 0.31 0.31 
assxgn (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 267 and name CA) 7.11 0.31 0.31 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 267 and name CB J 5.67 0.29 0.28 
assxgn (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 268 and name CA) 8.36 0.47 0.47 
assxgn (segxd 3A4 and resid 121 and name CB ) (segid 3A4 and resid 268 and name CB ) 8.64 0.5O 0.49 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 269 and name CA ) 11.73 0.42 0.43 
assxgn (segid 3A4 and resxd 121 and name CB ) Isegxd 3A4 and resxd 270 and name CA ) 11.66 0.48 0.48 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segxd 3A4 and resxd 270 and name CB ) 11.12 0.44 0.43 
assxgn (segxd 3A4 and resid 121 and name CB ) (segxd 3A4 and resxd 271 and name CA ) 10.63 0.62 0.62 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 271 and name CB ) 9.43 0.64 0.65 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 272 and name CA ) 13.43 0.57 0.56 
assign (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 272 and name CB ) 13.51 0.57 0.57 
assxgn (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 273 and name CA ) 15.80 0.55 0.55 
assign (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 273 and name CB ) 16.17 0.61 0.62 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 274 and name CA) 16.23 0.48 0.48 
assxgn (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resxd 274 and name CB ) 16.75 0.64 0.64 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segxd 3A4 and resxd 276 and name CA ) 17.62 0.47 0.47 
assxgn (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 276 and name CB ) 16.95 0.52 0.51 
assxgn (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resxd 277 and name CA ) 15.20 0.33 0.32 
assxgn (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 277 and name CB ) 14.27 0.29 0.30 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 278 and name CA ) 18.37 0.26 0.25 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 278 and name CB ) 19.34 0.32 0.32 
assxgn (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 280 and name CA) 17.88 0.38 0.39 
assxgn (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 280 and name CB ) 16.51 0.40 0.39 
assign Isegxd 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 281 and name CA ) 17.90 0.57 0.57 
assxgn (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 281 and name CB ) 17.51 0.51 0.50 
assxgn (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resxd 305 and name CA ) 18.22 0.80 0.79 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 305 and name CB ) 17.79 0.78 0.78 
assxgn (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resxd 308 and name CA ) 17.50 0.91 0.91 
assxgn (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resxd 308 and name CB ) 16.65 0.92 0.93 
assign (segid 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 309 and name CA ) 16.35 0.73 0.73 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 309 and name CB ) 16.57 0.70 0.70 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segxd 3A4 and re3xd 312 and name CA) 15.48 0.90 0.90 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 312 and name CB ) 14.26 0.85 0.85 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 313 and name CA ) 17.19 0.74 0.73 
assign (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resid 313 and name CB ) 17.87 0.67 0.67 
assxgn (segxd 3A4 and resxd 121 and name CB ) (segid 3A4 and resid 315 and name CA ) 18.40 0.91 0.92 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and tesxd 315 and name CB ) 17.74 0.93 0.93 
assxgn (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 316 and name CA ) 16.08 0.94 0.94 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 317 and name CA ) 18.33 0.80 0.80 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resxd 318 and name CA ) 16.69 0.76 0.76 
assxgn (segid 3A4 and resxd 121 and name CB ) (segxd 3A4 and resxd 318 and name CB ) 15.66 0.83 0.83 
assxgn (segxd 3A4 and xesxd 121 and name CB ) (segxd 3A4 and resxd 363 and name CB ) 17.78 1.04 1.03 
assxgn (segxd 3A4 and resid 121 and name CB ) (segxd 3A4 and res id 397 and name CA ) 17.60 0.27 0.27 
assign (segxd 3A4 and resid 121 and name CB ) (segxd 3A4 and resid 397 and name CB ) 18.03 0.36 0.36 
assign (segid 3A4 and xesid 121 and name CB ) (sogxd 3A4 and resid 398 and name CA ) 18.43 0.31 0.30 
assign (segid 3A4 and resid 121 and name CB ) (segid 3A4 and resid 399 and name CA j 18.73 0.26 0.26 
assign (segid 3a 4 and resid 121 and name CB ) (segid 3A4 and resid 400 and name CA ) 15.47 0.43 0.43 
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assign (segid 3A4 and res id 121 and name CB 
assign (segid 3A4 and resxd 121 and name CB 
asaxgn (segid 3A1 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assign (segid 3A4 and resxd 121 and name CB 
assign (segid 3A4 and resxd 121 and name CB 
assign (segid 3A4 and resxd 121 and name CB 
assign (segid 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assxgn (segid 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assxgn {segid 3A4 and resid 121 and name CB 
assxgn (segid 3A4 and resld 121 and name CB 
assign (segid 3A4 and resid 121 and name CB 
assxgn (segid 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and xesxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and rosxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assign (segid 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resid 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resid 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assign (segid 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resid 121 and name CB 
assign (segid 3A4 and resid 121 and name CB 
assign (segxd 3A4 and resid 121 and name CB 
assign (segid 3A4 and resxd 121 and name CB 
assign (segxd 3A4 and resxd 121 and name CB 
assxgn (segxd 3A4 and resxd 121 and name CB 
(segid 3A4 and resid 121 and name CB 
(segxd 3A4 and resxd 121 and name CB 
(segxd 3A4 and resxd 121 and name CB 
(segxd 3A4 and resxd 121 and name CB 
(segxd 3A4 and resxd 121 and name N 
(segxd 3A4 and resid 121 and name N 
assign (segxd 3A4 and resxd 121 and name N 
assxgn (segxd 3A4 and resxd 121 and name N 
assxgn (segxd 3A4 and resxd 121 and name N 
assxgn (segxd 3A4 and resxd 121 and name N 
assxgn (segid 3A4 and resxd 121 and name N 
assxgn (segxd 3A4 and resid 121 and name N 
assign (segxd 3A4 and resid 121 and name N 
assign (segxd 3A4 and resxd 121 and name N 
assign (segxd 3A4 and resxd 121 and name N 
assxgn (segxd 3A4 and resid 121 and name N 
assign (segxd 3A4 and resxd 121 and name H 
assxgn (segxd 3A4 and resxd 121 and name N 
assign (segxd 3A4 and resxd 121 and name N 
assxgn (segxd 3A4 and resxd 121 and name N 
assign (segid 3A4 and resld 121 and name N 
assign (segxd 3A4 and resid 121 and name N 
assign (segid 3A4 and resid 121 and name « 
assxgn (segid 3A4 and resid 121 and name N 
assign (segxd 3A4 and resid 121 and name N 
assign (segxd 3A4 and resxd 121 and name N 
assxgn (segxd 3A4 and resxd 121 and name M 
assign (segid 3A4 and resid 121 and name N 
assign (segxd 3A4 and resid 121 and name N 
assign (segid 3A4 and resid 121 and name H 
assign (segid 3A4 and resid 121 and name N 
assign (segid 3A4 and resxd 1?1 and name N 
assxgn (segxd 3A4 and resxd 121 and name N 
assxgn (segxd 3A4 and xesxd 121 and name N 
assign (segxd 3A4 and resxd 121 and name N 
assign (segid 3A4 and resld 121 and name M 
assign (segid 3A4 and resid 121 and name N 



assxgn 
assign 
assign 
assxgn 
assign 
assign 



(segid 3A4 and resxd 400 and name CB ) 
(segid 3A4 and resxd 401 and name CA ) 
(segxd 3A4 and resxd 402 and name CA ) 
(segxd 3A4 and resxd 402 and name CB ) 
(segxd 3A4 and resid 403 and name CA ) 
(segxd 3A4 and resid 403 and name CB ) 
(segxd 3A4 and resxd 404 and name CA ) 
(segid 3A4 and resxd 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resxd 405 and name CB ) 
(segid 3A4 and resxd 406 and name CA ) 



15.20 
13.69 
15.87 
17.38 
15.60 
16.16 
11.88 
11.00 
11.78 
12.22 
14.91 
13.87 
13.89 
10.56 
9.30 
12.48 
12.97 
15.47 
14.07 
13.44 
12.15 
12.67 
9.86 



(segxd 3A4 and resxd 407 and name CA > 
(segxd 3A4 and resxd 407 and name CB ) 
(segxd 3A4 and resid 408 and name CA ) 
(segxd 3A4 and resxd 408 and name CB ) 
(segid 3A4 and resxd 409 and name CA ) 
(segxd 3A4 and resxd 409 and name CB ) 
(segxd 3A4 and resxd 410 and name CA ) 
(segxd 3A4 and resxd 411 and name CA ) 
(segxd 3A4 and resid 411 and name CB ) 
(segxd 3A4 and resxd 412 and name CA > 
(segxd 3A4 and resxd 413 and name CA } 
(segxd 3A4 and resid 414 and name CA ) 
(segxd 3A4 and resid 415 and name CA ) 10.10 
(segid 3A4 and resid 415 and name CB ) 11.20 
(segxd 3A4 and resld 416 and name CA ) 9.64 
(segxd 3A4 and resid 417 and name CA ) 11.70 
(segid 3A4 and resid 423 and name CA ) 13.31 
(segxd 3A4 and resxd 424 and name CA J 12.28 
(segxd 3A4 and resxd 425 and name CA 
(segxd 3A4 and resxd 426 and name CA 
(segxd 3A4 and resxd 427 and name CA 
(segxd 3A4 and resxd 428 and name CA 
(segid 3A4 and resxd 433 and name CA 
(segxd 3A4 and resxd 434 and name CA 



(segid 3A4 and resxd 435 and name CA ) 
(segid 3A4 and resxd 436 and name CA ) 
(segxd 3A4 and resxd 437 and name CA ) 
(segxd 3A4 and resxd 438 and name C ) 
(segxd 3A4 and resxd 438 and name CA ) 
(segxd 3A4 and resxd 436 and name N ) 
(segxd 3A4 and resxd 438 and name O ) 
(segxd 3A4 and resxd 439 and name C ) 
(segxd 3A4 and resxd 439 and name CA ) 
(segxd 3A4 and resxd 439 and name N ) 
(segid 3A4 and resxd 439 and name O ) 
(segxd 3A4 and resxd 440 and name C ) 
(segxd 3A4 and resxd 440 and name CA ) 
(segxd 3A4 and resxd 440 and name N ) 
(segxd 3A4 and resxd 440 and name O ) 
(segid 3A4 and resxd 121 and name C ) 
(segxd 3A4 and resxd 121 and name CA ) 
(segid 3A4 and resxd 121 and name CB ) 
(segxd 3A4 and resxd 121 and name O ) 
(segxd 3A4 and resxd 122 and name C ) 
(segxd 3A4 and resxd 122 and name CA ) 
(segid 3A4 and resxd 122 and name CB ) 
(segid 3A4 and resxd 122 and name N ) 
(segid 3A4 and resxd 122 and name O ) 
(segid 3A4 and resxd 123 and name C ) 
(segid 3A4 and resxd 123 and name CA ) 
(segid 3A4 and resxd 123 and name CB ) 
(segxd 3A4 and resxd 123 and name N ) 
(segid 3A4 and resxd 123 and name O ) 
(segxd 3A4 and resxd 124 and name C ) 
(segxd 3A4 and resxd 124 and name CA ) 
(segxd 3A4 and resxd 124 and name CB ) 
(segxd 3A4 and resxd 124 and name N ) 
(segxd 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 125 and name N ) 
(segxd 3A4 and resid 438 and name C ) 
(segid 3A4 and zesid 438 and name CA ) 
(segid 3A4 and resid 438 and name N ) 
(segxd 3A4 and resxd 438 and name 0 ) 
(segid 3A4 and resid 439 and name C ) 
(segid 3A4 and resid 439 and name CA ) 
(segxd 3A4 and resxd 439 and name N ) 
(segxd 3A4 and resid 439 and name O ) 
(segxd 3A4 and xesid 440 and name C ) 
(segxd 3A4 and resxd 440 and name CA ) 
(segid 3A4 and resxa 440 and name N ) 
(segid 3A4 and resid 440 and name O ) 



12.81 
13.77 
15.00 
17.60 
15.81 
12.35 
9.85 
10.15 
7.95 
5.08 
5.65 
6.06 
4.08 
6.13 
6.16 
6.04 
6.82 
7.04 
6.17 
5.72 
7.06 
2.49 
1.45 
2.44 
3.55 
4.86 
4.26 
5.02 
2.84 
5.81 
5.94 
5.75 
6.09 
4.68 
7.09 
6.26 
5.82 
5.40 
5.13 
6.67 
6.23 
5.81 
4.38 
5.27 
5.34 
3.28 
5.53 
5.09 
5.17 
6.52 
6.76 
6.08 
5.18 
6.43 



0.49 

0.19 

0.28 

0.28 

0.48 

0.57 

0.52 

0.50 

0.54 

0.51 

0.61 

0.71 

0.74 

0.76 

0.67 

0.71 

0.72 

0.69 

0.79 

0.95 

0.58 

0.81 

0.46 

0.82 

0.86 

0.93 

1.43 

1.43 

1.22 

1.55 

0.97 

1.28 

1.83 

0.87 

0.97 

0.81 

0.69 

0.63 

0.73 

0.87 

0.74 

0.76 

0.40 

0.43 

0.58 

0.44 

0.24 

0.39 

0.35 

0.20 

0.01 

0.00 

0.05 

0.05 

0.10 

0.10 

0.12 

0.12 

0.19 

0.24 

0.17 

0.29 

0.12 

0.18 

0.44 

0.48 

0.54 

0.39 

0.28 

0.32 

0.30 

0.59 

0.71 

0.71 

0.61 

0.30 

0.32 

0.47 

0.32 

0.19 

0.33 

0.31 

0.11 



0.50 
0.18 
0.27 
0.27 
0.47 
0.57 
0.53 
0.50 
0.53 
0.51 
0.60 
0.70 
0.74 
0-77 
0.67 
0.72 
0.72 
0.68 
0.79 
0.96 
0.59 
0.82 
0.45 
0.82 
0.86 
0.93 
1.42 
1.44 
1.21 
1.56 
0.97 
1.28 
1.83 
0.86 
0.97 
0.80 
0.68 
0.63 
0.72 
0.86 
0.74 
0.76 
0.40 
0.43 
0.58 
0.44 
0.24 
0.40 
0.36 
0.20 
0.01 
0.01 
0.04 
0.06 
0.09 
0.11 
0.12 
0.12 
0.19 
0.24 
0.17 
0.29 
0.12 
0.17 
0.45 
0.48 
0.55 
0.40 
0.29 
0.31 
0.30 
0.60 
0.71 
71 
60 
31 
,31 
47 
32 
0.19 
0.34 
0.32 
0.11 



70 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name 0 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name 0 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name 
assign (segid 3A4 and resid 121 and name 
(segid 3A4 and resid 121 and name 
(segid 3A4 and resid 121 and name 
(segid 3A4 and resid 121 and name 
i segid 3A4 and resid 121 and name 
(segid 3A4 and resid 121 and name 
(segid 3A4 and resid 121 and name 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 121 and name O 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name c 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (sogid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
assign (segid 3A4 and resid 122 and name C 
60 assign (segid 3A4 and resid 122 and name C 
(segid 3A4 and resid 122 and name CA 



(segid 3A4 and resid 121 and name CB ) 



(segid 3A4 and resid 122 and name C 
(segid 3A4 and resid 122 and name CA 
(segid 3A4 and resid 122 and name CB 
(segid 3A4 and lesid 122 and name N 
(segid 3A4 and resid 122 and name 0 
(segid 3A4 and resid 123 and name C 
(segid 3A4 and resid 123 and name CA 
(segid 3A4 and resid 123 and name CB 
t segid 3A4 and resid 123 and name H 
(segid 3A4 and resid 123 and name O 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name CA 
(segid 3A4 and resid 124 and name CB 
(segid 3A4 and resid 124 and name N 
(segid 3A4 and resid 124 and name O 
(segid 3A4 and resid 125 and name C 



(segid 3A4 and resid 125 and name CA 



(segid 3A4 and resid 125 and name CB 
(segid 3A4 and resid 125 and name N 
(segid 3A4 and resid 125 and name O 
(segid 3A4 and resid 126 and name C 
(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name N 
(segid 3A4 and resid 121 and name CB 
(segid 3A4 and resid 127 and name N 
(segid 3A4 and resid 260 and name O 
(segid 3A4 and resid 263 and name C 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 263 and name O ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 438 and name O > 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 122 and name O ) 
(segid 3A4 and resid 123 and name C ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 123 and name N ) 
(segid 3A4 and resid 123 and name 0 > 
(segid 3A4 and resid 124 and name C ) 
(segid 3A4 and resid 124 and name CA > 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 124 and name N ) 
(segid 3A4 and res id 124 and name O ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB > 
(segid 3A4 and resid 125 and name N ) 
(segid 3A4 and resid 125 and name O ) 
(segid 3A4 and resid 126 and name C ) 
(segid 3A4 and resid 326 and name CA ) 



3.21 
2.97 
2.73 
4.21 
2.23 
3.28 
4.41 
4.56 
5.67 
3.58 
5.27 
4.08 
4.37 
4.73 
3.83 
5.14 
4.03 
3.59 
3.40 
3.06 
5.18 



0.08 
0.10 
0.05 
0.07 
0.03 
0-13 
0.37 
0.35 
0.44 
0.33 
0.44 



57 
62 
53 
.77 
.43 
.94 
7.21 
7.18 
7.41 
6.41 
6.72 
6.20 
2.54 
1.24 
3.14 
2.44 
3.70 
1.33 
3.96 
4.83 
4.68 
5.60 
3.48 
5.98 
4.83 
4.89 
5.32 
4.06 
5.75 
5.21 
4.80 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



75 



80 



(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
{segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA J 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(sogid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 end resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 126 and name N 
) (segid 3A4 and resid 126 and name O ) 
) isegid 3A4 and resid 127 and name CA ) 
) (segid 3A4 and resid 127 and name CB ) 
) (segid 3A4 and resid 127 and name N ) 
) (segid 3A4 and resid 260 and name CB ) 
) (segid 3A4 and resid 260 and name O ) 
) (segid 3A4 and resid 264 and name CA ) 
) (segid 3A4 and resid 122 and name C > 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 122 and name O ) 
(segid 3A4 and resid 123 and name C ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 123 and name N ) 
(segid 3A4 and resid 123 and name O ) 
(segid 3A4 and resid 124 and name C ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 124 and name N ) 
(segid 3A4 and resid 124 and name 0 ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 125 and name N ) 
(segid 3A4 and resid 125 and name 0 ) 
(segid 3A4 and resid 126 and name C ) 
(segid 3A4 and lesid 126 and name CA ) 
(segid 3A4 and resid 126 and name N ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 



0.09 
0.10 
0.05 
0.07 
0.03 
0.13 
0.38 
0.36 
0.44 
0.33 
0.44 
0.11 
0.21 
0.24 
0.26 
0.06 
0.43 
0.13 
0.20 
0.11 
0.38 
0.87 
0.90 
0.76 
0.58 
0.79 
0.39 
0.17 
0.14 
0.17 
0.31 
0.27 
0.66 
0.03 
0.01 
0.05 
0.02 
0.02 
O.OO 
0.18 
0.17 
0.16 
0.16 
0.18 
0.19 
0.18 
0.22 
0.51 
0.19 
0.24 
0.59 
0.22 
0.15 
0.58 
1.06 
1.29 
0.87 
0.53 
0.41 
0.29 
0.01 
0.01 
0.01 
0.05 
0.02 
0.03 
0,01 
0.18 
0.16 
0.17 
0.18 
0.18 
0.17 
0.23 
0.21 
0.53 
0.17 
0.25 
0.96 
0.64 
0.41 
1.27 
1.40 



18 
33 
66 
36 
.70 
.94 
.95 
7.41 
1.52 
1.54 
2.41 



.53 
3.81 
4.85 
2.43 
5.42 
5.78 
5.73 
6.40 
4.61 
6.93 
5.41 
5.47 
5.51 
4.84 
6.37 
5.81 
5.15 
4.64 
6.65 
6.51 



12 
21 
25 
.25 
.05 
.42 
.14 
0.19 
0.11 
0.38 
0.88 
0.91 
0.76 
0.57 
0.79 
0.40 
0.17 
0.15 
0.17 
0.30 
0.27 
0.65 
0.02 
0.01 
0.04 
0.02 
0.02 
0.01 
0.17 
0.18 
0.16 
0.17 
0.17 
0.19 
0.18 
0.23 
0.51 
0.19 
0.24 
0.59 
0.22 
0.16 
0.58 
1.06 
1.28 
0.88 
0.53 
0.42 
0.30 
0.01 
0.02 
0.01 
0.04 
0.02 
0.02 
0.02 
0.18 
0.16 
0.17 
0.19 
0.18 
0.17 
0.22 
0.21 
0.54 
0.17 
0.25 
0. 
0. 
0 

1 
1 



96 
64 
41 
27 
41 



71 



10 



15 



20 



25 



assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign t segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA > 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 



30 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 127 and name N > 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
(segxd 3A4 and resid 129 and name CA > 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB > 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and lesid 134 and name CA ) 
[segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA } 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB \ 
(segid 3A4 and resid 154 and name CA 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 156 and name CA 
(segid 3A4 and lesid 156 and name CB > 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 160 and name CA ) 



(segid 3A4 and resid 122 ana name un — — ™ 252 and name CA ) 

isegid 3A4 and resid 122 and name CA segid 3A4 and ^ ^ ^ cB | 

{segid ™ an' retid \ll and S= £ ! Ugid 3A4 and resid 253 and name CA ) 



(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA J 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name C ) 
segid 3A4 and resid 260 and name CA ) 



40 



45 



50 



55 



60 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
assip (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA > 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(*egid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
(segid 3A4 and resid 122 and name CA ) 
assiqn (segid 3A4 and resid 122 and name CA ) 

assign (segid 3A4 and resid 122 and name CA — ~~ y Vld 264 and narae c , 

assign (segid 3A4 and resid 122 and name CA segid 3A4 ana ^ ^ ) 

assign (segid 3A4 and resid 122 and name CA segid 3A4 ana r ^ ^ name N , 
assign (segid 3A4 and resid 122 and name CA segid w ana ^ 
assign (segid 3A4 and resid 122 and name CA segid 3A4 and re ^ ^ ^ } 

(segid 3A4 and resid 122 and name CA ) (segia m** *u ^ } 

[segid 3A4 and resid 122 and name CA segid 3A4 and resid 267 and name CA 
(segid 3A4 and resid 122 and name CA ) (segid 3A4 ana resia « 
Isegid 3A4 and resid 122 and name CA > (segid 3A4 and res d 268 and name CA 
(segid 3A4 and resid 122 and name CA segid 3A4 and res,a 
(segid 3A4 and resid 122 and name CA segid 3A4 and resia 

(selid 3A4 and resid 122 and name CA segid 3A4 and resid 270 and name l 
assign (segid 3A4 and resid 122 and name CA segid 3A4 and re ^ ) 

assign (segid 3A4 and resid 122 and name CA segid 3A4 an ^ ^ cb } 

assign (segid 3A4 and resid 122 and name CA segid jm 272 and narae ca ) 

assign (segid 3A4 and resid 122 and name CA segid ^ ^ ^ ^ CQ , 

assign (segid 3A4 and resid 122 and name CA J segia ^ ^ ^ ^ ^ } 

assign (segid 3A4 and resid 122 and name CA ) (segia -w™ ana mbb ^ , 

assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 

assign (segid 3A4 and resid 122 and name CA > — --- ^ d name CB , 
assign (segid 3A4 and resid 122 and name CA segid 3A4 and ^ m QB ) 
assign (segid 3A4 and resid 122 and name CA ) (segia J ™ a . ^ 



5.57 
9.07 
9.05 
10.22 
9.72 
11. 5B 
11.03 
12.87 
12.34 
14.62 
14.22 
16.19 
15.67 
17.35 
15.54 
15.71 
17.04 
15.48 
15.33 
13.76 
15.51 
16.59 
16.93 
14.83 
14.07 
17.94 
17.80 
18.26 
16.75 
17.24 
15.54 
12.32 
10.88 
12.22 
13.73 
11.06 
11.65 
7.02 
7.37 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 260 and name CB 6.97 
(segid 3A4 and resid 260 and name O 6.32 
(segid 3A4 and resid 261 and name CA 7.99 
(segid 3A4 and resid 262 and name CA 10.29 
(segid 3A4 and resid 262 and name CB ) 11.44 
(segid 3A4 and resid 263 and name C ) 7.60 
(segid 3A4 and resid 263 and name CA } 8.42 
(segid 3A4 and resid 263 and name CB ) 7.92 

6.16 
6.70 
9.65 
11.38 
9.95 
8.69 
10.74 
10.41 
14.07 
14.91 
14.47 
14.28 
13.06 
16.51 
16.24 
18.91 
18.15 
17.45 
17.55 
16.29 
15.19 
17.04 
17.62 
18.40 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 277 and name CB ) 
and resid 309 and name CA ) 
and resid 309 and name CB ) 
and resid 312 and name CA ) 
and resid 312 and name CB ) 
and resid 313 and name CA ) 



80 



assign (segid 3A4 and resid 122 and name ca W£ — 316 flnd na|ne ^ , 1S . 69 

assign (segid 3A4 and resid 122 and name CA segid 3A ^ ^ ) „ n 

assign (segid 3A4 and resid 122 and name CA segia ^ ^ 

75 assign (segid 3A4 and resid 122 and name CA segid 3A4 and res^ ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 122 and name CA segia o J? ^ 

assign (segid 3A4 and resid 122 and name CA segid 3M an CB , x8 . 13 

(segid 3A4 and resid 122 and name CA segid 3A4 an ^ 

(segid 3A4 and resid 122 and name CA segid 3A4 ana ^ ?fi 

assign (segid 3A4 and resid 122 and name CA segid 3A4 and naroe CA 1 18.23 

assign (segid 3A1 and resid 122 and name CA segia w a ^ lg 7g 

assign (segid 3A4 and resid 122 and name CA segid 3A4 ana ^ ^ ^ 
assign (segid 3A4 and resid 122 and name CA ) (segid jm ano 



assign 
assign 
assign 



1.14 
0.78 
0.65 
0.56 
0.44 
0.50 
0.54 
0.97 
1.16 
0.76 
0.68 
0.62 
0.59 
0.58 
1.03 
1.56 
0.88 
1.31 
1.83 
1.41 
1.97 
1.03 
1.31 
1.26 
1.44 
1.36 
0.69 
0.76 
0.41 
0.53 
0.55 
0.48 
0.79 
0.49 
0.48 
0.34 
0.33 
0.41 
0.38 
0.51 
0.41 
0.57 
0.37 
0.36 
0.19 
0.22 
0.29 
0.27 
0.22 
0.23 
0.34 
0.13 
0.31 
0.34 
0.35 
0.37 
0.28 
0.34 
0.30 
0.50 
0.51 
0.40 
0.41 
0.26 
0.24 
0.93 
0.95 
0.96 
0.95 
0.79 
0.74 
0.91 
0.88 
0.89 
0.94 
1.00 
0.89 
0.86 
0.46 
0.52 
0.56 
0.38 
0.43 



1.13 
0.78 
0.65 
0.57 
0.45 
0.49 
0.53 
0.98 
1.15 
0.75 
0.67 
0.61 
0.60 
0.59 
1.03 
1.56 
0.88 
1.32 
1.83 
1.40 
1.96 
1.04 
1.31 
1.27 
1.45 
1.36 
0.69 
0.75 
0.41 
0.54 
0.55 
0.47 
0.78 
0.49 
0.47 
0.35 
0.34 
0.42 
0.38 
0.52 
0.41 
0.57 
0.38 
0.36 
0.19 
0.22 
0.29 
0.27 
0.23 
0.22 
0.33 
0.13 
0.30 
0.34 
0.36 
0.36 
0.28 
0.34 
0.30 
0.50 
0.52 
0.39 
0.41 
0.27 
0.24 
0.93 
0.96 
0.97 
0.94 
0.79 
0.75 
0.91 
0.88 
0.88 
0.95 
1.01 
0.90 
0.86 
0.46 
0.52 
0.56 
0.37 
0.44 



72 



10 



15 



20 



assign (segxd 3A4 and resid 122 and name CA > 
assign (segxd 3A4 and resxd 122 and name CA 
assign (segid 3A4 and lesid 122 and name CA 
assign (segxd 3A4 and resxd 122 and name CA ) 
assxgn (segxd 3A4 and resxd 122 and name CA 
assxln (segid 3A4 and resid 122 and name CA 
assxgn (segid 3A4 and resxd 122 and name CA 
assxgn segid 3A4 and resxd 122 and name CA 
(segid 3A4 and resxd 122 and name CA ) 
(segid 3A4 and resxd 122 and name CA ) 
(segxd 3A4 and resxd 122 and name CA ) 
(segxd 3A4 and resid 122 and name CA ) 
(segxd 3A4 and resxd 122 and name CA ) 
(segxd 3A4 and resid 122 and name CA ) 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 



(segxd 3A4 and resxd 400 and name CB ) 
(segxd 3A4 and resxd 401 and name CA ) 
(segxd 3A4 and resxd 402 and name CA ) 
(segxd 3A4 and resxd 402 and name CB ) 
(segid 3A4 and resxd 403 and name CA ) 
(segxd 3A4 and resxd 403 and name CB ) 
(segxd 3A4 and resid 404 and name CA 
(segxd 3A4 and resxd 404 and name CB ) 
(segxd 3A4 and resxd 405 and name CA ) 
(segxd 3A4 and resxd 405 and name CB 
(segid 3A4 and resxd 406 and name CA 
(segxd 3A4 and resxd 407 and name CA ) 
isegxd 3A4 and resid 407 and name CB ) 
(segid 3A4 and resxd 408 and name CA ) 



{segxd ^ -d reTxd~ iii and name CA , (segid 3A4 and resxd 408 and name CB 



25 



30 



35 



40 



(segxd 3A4 and resxd 122 and name CA ) 
(segxd 3A4 and resxd 122 and name CA ) 
(segxd 3A4 and resxd 122 and name CA ) 
(segxd 3A4 and resxd 122 and name CA ) 
assign (segid 3A4 and resid 122 and name CA ) 
assign (segxd 3A4 and resxd 122 and name CA ) 
assign (segxd 3A4 and resxd 122 and name CA 
assxgn (segxd 3A4 and resxd 122 and name CA 
assxgn (segxd 3A4 and resxd 122 and name CA 



14.59 
14.09 
17.07 
18.50 
16-85 
17.09 
13.32 
12.09 
14.06 
14.40 
17.46 
16.50 
16.19 
13.79 
12.49 
16.22 



(segid 3A4 and resxd 409 and name CA 
(segxd 3A4 and resid 409 and name CB ) 16.63 
(segxd 3A4 and resid 410 and namo CA ) 19.09 
(segxd 3A4 and resid 411 and name CA ) 
(segxd 3A4 and resid 411 and name CB > 
(segxd 3A4 and resxd 412 and name CA > 
(segxd 3A4 and resxd 413 and name CA ) 
(segxd 3A4 and resxd 414 and name CA ) 
(segxd 3A4 and resxd 415 and name CA ) 



(segxd 3A4 and resxd 415 and name CB ) 
(segxd 3A4 and resid 416 and name CA ) 
(segxd 3A4 and resxd 417 and name CA ) 
(segxd 3A4 and resxd 423 and name CA J 

(segxd 3A4 and resxd 424 and name CA 12.88 

(segid 3A4 and resxd 425 and name CA 12.33 

- i r>n A 12.43 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assxgn 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



50 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 



laegia j/v* am* i.^-*— - — - 

(segid 3A4 and resxd 4 40 and name CA ) 
(segid 3A4 and resxd 123 and name C ) 
(segid 3A4 and resxd 123 and name CA ) 
(segid 3A4 and resxd 123 and name CB 1 
(segxd 3A4 and resxd 123 and name N ) 
(segxd 3A4 and resxd 123 and name 0 
(segxd 3A4 and resxd 124 and name C J 
(segxd 3A4 and resxd 124 and name CA ) 



assign jscyiu — — _ , __ . 

assxgn (segid 3A4 and resxd 122 and name CA 
assign (segid 3A4 and resxd 122 and name CA 
assxgn (se?id 3A4 and resxd 122 and name CA 
assxgn (segid 3A4 and resxd 122 and name CA 
assxgn (segxd 3A4 and resid 122 and name CA 

assxgn (segxd 3A4 and resxd 122 and name CA — ™ -™- ~ a naroe ca ) 

assxgn (segxd 3A4 and resxd 122 and name ^ g o 3 ™~ ™ 

name CA ) 

£ SSS \ll ana SS S S! SS an, resxd 428 ana name CA > 
resid 122 and name CA ) (segid 3A4 and resid 429 and name CA J 
Ind III,. 122 and name CA (selld 3A4 and resxd 431 and name CA 

sss a a =s si s = § j a a a 2 S = s 

(segxd 3A4 and resid 122 and name CA segid 3A4 a ^ ^ ) 

(sogid 3A4 and resid 122 and name CA segid 3A. an ^ ( 

(segid 3A4 and resid 122 and name CA ) (segid 3A4 ana r ^ 

a3S x g n (segid 3A4 and resid 122 and name CA segid 3A4 and resid 438 ^ q } 

assign ffl 3A4 S "sid £ S name CA ! » 3A4 and resid 439 and name CA , 
assign (segxd 3A4 and resid 122 and name CA J 
45 assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB ) 
assign segid 3A4 and resid 122 and name CB 
(segid 3A4 and resid 122 and name CB ) 
(segid 3A4 and resid 122 and name CB ) 
(segxd 3A4 and resxd 122 and name CB ) 

Uegxd 3A4 and resxd 122 and name CB isegxu »~ _ — ~- — ^ , 
. (segid 3A4 and resxd 122 and name CB segxd 3A4 and res ^ } 

assxgn (segid 3A4 and resxd 122 and name CB segxd 3A4 and res c , 

assxgn (segxd 3A4 and resxd 122 and name CB segxd 3A4 and res ^ } 

assxgn (segxd 3A4 and resxd 122 and name CB segxd 3A4 and re cb } 

assxgn (segxd 3A4 and resxd 122 and name CB segxd 3A4 and res an<j ^ ^ } 

assign (segid 3A4 and resid 122 and name CB segxd 3A4 an^ ^ ^ ^ ^ 

assxgn (segid 3A4 and resxd 122 and name CB seg^ ^ ^ ^ 

a3sxgn (segid 3A4 and resxd l*e ana nom # J.',- 3*4 an d resxd 121 and name CA ) 
assxgn (segid 3A4 and resxd 122 and name CB segxd 3A4 and res ^ cb } 

assxgn (segid 3A4 and resxd 122 and name CB J segxd 3A4 and xesx ^ } 

assxgn (segid 3A4 and resxd 122 and name CB segxd 3A4 and resx name CB ) 

assxgn (segxd 3A4 and xesxd 122 and name CB segxd 3A4 ana ^ , 

assxgn (segxd 3A4 and resxd 122 and name CB segxd 3A4 and res ^ CB , 

assxgn (segxd 3A4 and resxd 122 and name CB segxd 3A^ ^ sid ^ ^ ^ 
assign (segid 3A4 and resxd 12Z ana name se J ld 3A4 and resxd 130 and name CB ) 

SSS » S5 - resfd S =S -e | JSS? 3A4 and resxd 131 and name CA » 
assxln (segxd 3A4 and resid 122 and name CB 
assxgn segxd 3A4 and resid 122 and name CB 
assign (seqxd 3A4 and resid 122 and name CB ) 

assxgn {segxd 3A4 and resxd 122 and name CB jsegxo ™ j-- CB } 

assxgn (segxd 3A4 and resxd 122 and name CB segxd 3A4 ana r ^ ^ 

SSS K ^ Sffl £ Sj = » K 3A4 and resxd 150 and name CA J 
assxin (selxd 3A4 and resxd 122 and name CB 
assxgn segxd 3A4 and resid 122 and name CB 
assxgn (seixd 3A4 and resxd 122 and name CB 
assign (segxd 3A4 and resxd 122 and name CB 
assxgn (segxd 3A4 and resid 122 and name CB ) 
assxgn segid 3A4 and resid 122 and name CB ) 
assign segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB ) 



17.75 
16.91 
16.36 
17.20 
14.34 
14.26 
15.27 
13.17 
14.80 
14.46 



55 



60 



65 



70 



75 



80 



(segxa jh« «mu iwoxva 

(segid 3A4 and resxd 131 and name CB ) 
(segxd 3A4 and resxd 132 and name ca 
(segxd 3A4 and resxd 132 and name cb j 
(segxd 3A4 and resxd 133 and name CA 



(segxd 3A4 and resxd 151 and name CA ) 
(segxd 3A4 and resxd 152 and name CA 
(segxd 3A4 and resxd 153 and name CA 
segxd 3A4 and resid 153 and name CB 
segxd 3A4 and resid 154 and name CA 
segxd 3A4 and resid 155 and name CA 
segid 3A4 and resid 155 and name CB 
segid 3A4 and resid 156 and name CA ) 



12.73 
14.92 
16.33 
18.02 
13.31 
9.96 
8.10 
7.62 
6.45 
6.57 
5.92 
8.36 
9.99 
5.51 
4.45 
5.20 
3.12 
6.38 
7.21 
7.03 
7.70 
5.78 
6.76 
6.95 
7.00 
6.32 
6.18 
5.92 
7.44 
7.20 
10.18 
10.27 
11.33 
10.84 
12.34 
11.67 
13.63 
13.08 
15.60 
15.29 
17.07 
16.53 
18.03 
15.90 
15.89 
17.09 
15.45 
15.38 
13.58 
15.14 
16.03 
16.18 



0.44 
0.51 
0.54 
0.54 
0.57 
0.66 
0.58 
0.54 
0.64 
0.68 
0.60 
0.69 
0.78 
0.73 
0.65 
0.69 
0.69 
0.64 
0.76 
0.94 
0.51 
0.83 
0.42 
1.03 
1.21 
0.93 
1.38 
1.01 
1.38 
1.59 
0.96 
1.09 
1.84 
1.58 
1.10 
1.06 
1.13 
0.84 
1.19 
1.01 
0.90 
0.44 
0.33 
0.39 
0.07 
0.08 
0.13 
0.10 
0.15 
0.17 
0.18 
0.21 
0.20 
0.22 
0.25 
0-59 
0.19 
0.59 
0.35 
1.44 
1.67 
0.91 
0.74 
0.58 
0.45 
0.55 
0.62 
1.15 
1.38 
0.84 
0.74 
0.64 
0.61 
0.69 
1.12 
1.48 
0.89 
1.34 
1.88 
1.28 
1.91 
1.99 
0.94 



0.45 
0.51 
0.53 
0.53 
0.57 
0.67 
0.58 
0.54 
0.65 
0.68 
0.61 
0.68 
0.79 
0.72 
0.65 
0.69 
0.69 
0.65 
0.77 
0.94 
0.51 
0.84 
0.42 
1.02 
1.22 
0.93 
1.38 
1.01 
1.39 
1.58 
0.96 
1.09 
1.83 
1.58 
1.09 
1.07 
1.13 
0.84 
1.19 
1.01 
0.89 
0.45 
0.32 
0.40 
0.06 
0.08 
0.14 
0.10 
0.15 

o.n 

0.18 
0.21 
0.19 
0.23 
0.25 
0.59 
0.19 
0.59 
0.34 
1.45 
1.67 
0.90 
0.74 
0.58 
0.44 
0.56 
0.61 
1.14 
1.38 
0.84 
0.73 
0.65 
0.61 
0.70 
1.11 
1.48 
0.88 
1.35 
1.87 
1.28 
1.91 
1.98 
0.95 



73 



assign (segxd 3A4 and xesxd 122 and name CB 

assign (segxd 3A4 and resxd 122 and name CB 

assign (segid 3A4 and resxd 122 and name CB 

assign (segxd 3A4 and resid 122 and name CB 

assign (segid 3M and resxd 122 and name CB 
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15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign (segid 3A4 and resxd 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segxd 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assxgn (segid 3A4 and resxd 122 and name CB 
assign (segid 3A4 and resxd 122 and name CB 
assign (segid 3A4 and resid 122 and name CB J 
assxgn segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resxd 122 and name CB 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB ) 
assign segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resxd 122 and name CB > 
assign (segxd 3A4 and resid 122 and name CB 
assign (segxd 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB j 
assign segxd 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assxgn (segid 3A4 and resxd 122 and name CB 
assxgn (segid 3A4 and resid 122 and name CB ) 
assxgn segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resxd 122 and name CB 
assxgn (segid 3A4 and resxd 122 and name CB 
assxgn (segid 3A4 and resxd 122 and name CB 
assign (segid 3A4 and resid 122 and name CB ) 
assign {segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resxd 122 and name CB 
assxgn (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resxd 122 and name CB ) 
assign (segxd 3A4 and resxd 122 and name CB 
assxgn (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB 
assxgn (segid 3A4 and resid 122 and name CB 
assxgn (segid 3A4 and resid 122 and name CB 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB 
assign ( segid 3A4 and resid 122 and name CB ) 
assxgn (segxd 3A4 and resid 122 and name CB ) 
assxgn (segxd 3A4 and resid 122 and name CB ) 
assxgn (segid 3A4 and resid 122 and name CB > 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name cb ) 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segxd 3A4 and resid 122 and name CB > 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resxd 122 and name CB ) 
assxgn (segid 3A4 and resxd 122 and name CB 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name cb 
assign (segid 3A4 and resid 122 and name CB j 
assign (segxd 3A4 and resid 122 and name CB ) 
assxgn (segid 3A4 and resid 122 and name CB > 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segxd 3A4 and resid 122 and name CB ) 
assign (segxd 3A4 and resxd 122 and name CB 1 
assxgn I segid 3A1 and rosid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name CB ) 
assign (segid 3A4 and resid 122 and name cb 
assign (segid 3A4 and resid 122 and name CB j 
assign (segid 3A4 and resid 122 and name CB ) 



(segid 3A4 and resid 156 and name CB ) 
(sea id 3A4 and resid 157 and name CA j 
(segxd 3A4 and resid 157 and name CB ) 
(segid 3A4 and resxd 158 and name CA ) 
(segid 3A4 and resid 160 and name CA 
(segxd 3A4 and resid 160 and name CB > 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 253 and name CA 
(segxd 3A4 and resid 254 and name CA ) 
(segid 3A4 and resxd 255 and name CA ) 
(segxd 3A4 and resid 256 and name CA > 
(segid 3A4 and resid 257 and name CA ) 
(segxd 3A4 and resxd 258 and name CA ) 
(segxd 3A4 and resid 258 and name CB ) 
t segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB } 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name 0 ) 
(segxd 3A4 and resid 261 and name CA 
(segid 3A4 and resid 262 and name CA ) 
{segxd 3A4 and resxd 262 and name CB ) 
(segxd 3A4 and resid 263 and name CA 
[segid 3A4 and resid 263 and name CB 
(segid 3A4 and resid 264 and name C 
(segid 3A4 and resxd 264 and name CA ) 
(segxd 3A4 and resxd 264 and name N ) 
(segxd 3A4 and resid 265 and name CA 
(segxd 3A4 and resxd 266 and name CA 
(segxd 3A4 and resid 267 and name CA 
(segid 3A4 and resid 267 and name CB 
(segxd 3A4 and resid 268 and name CA 
(segid 3A4 and resid 268 and name CB 
(segxd 3A4 and resid 269 and name CA ) 
(segxd 3A4 and resxd 270 and name CA 
(segxd 3A4 and resxd 270 and name CB ) 
(segxd 3A4 and resxd 271 and name CA 
(segxd 3A4 and resxd 271 and name CB 
(segxd 3A4 and resxd 272 and name CA ) 
(segxd 3A4 and resid 272 and name CB ) 
(segxd 3A4 and resid 277 and name CB ) 
(segxd 3A4 and resid 309 and name CA 
(segxd 3A4 and resid 309 and name CB ) 
(segxd 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segxd 3A4 and resid 313 and name CA ) 
(segxd 3A4 and resid 313 and name CB ) 
(segxd 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB ) 
(segxd 3A4 and resxd 316 and name CA 15.22 
(segxd 3A4 and resid 317 and name CA 16.73 
(segxd 3A4 and resxd 318 and name CA ) 14.20 
segxd 3A4 and resid 318 and name CB 13.23 
segid 3A4 and resid 319 and name CA 16.99 
segxd 3A4 and resxd 319 and name CB 17.60 
(segxd 3A4 and resxd 397 and name CA 17.27 
segxd 3A4 and resxd 397 and name CB 17.20 
(segxd 3A4 and resxd 400 and name CA 16.26 
(segid 3A4 and resid 400 and name CB 15.51 
(segid 3A4 and resxd 401 and name CA ) 14-94 
(segid 3A4 and resid 402 and name CA ) 18.02 
(segid 3A4 and resid 403 and name CA ) 
(segxd 3A4 and resid 403 and name CB 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB 15.36 
(segid 3A4 and resid 406 and name CA 18.63 
(segid 3A4 and resid 407 and name CA ) 17.84 
(segid 3A4 and resid 407 and name CB 17.58 
(segid 3A4 and resid 408 and name CA 15.09 
(segid 3A4 and resxd 408 and name CB 13.75 
(segid 3A4 and resxd 409 and name CA ) 17.36 
(segid 3A4 and resxd 409 and name CB 17.70 
(segid 3A4 and resid 411 and name CB 18.30 
(segid 3A4 and resid 412 and name CA 17.54 
(segid 3A4 and resid 413 and name CA 18.07 
(segid 3A4 and resxd 414 and name CA ) 15.05 
(segxd 3A4 and resxd 415 and name CA ) 14.62 
segxd 3A4 and resid 41b and name CB 15.59 
(segid 3A4 and resid 41b and name CA 13.23 
segid 3A4 and resxd 417 and name CA > 14.74 



16.60 
14.31 
13.62 
13.68 
17.14 
17.07 
17.95 
18.39 
16.60 
17.13 
15.71 
12.48 
10.65 
12.06 
13.58 
11.36 
12.09 
7.66 
7.16 
6.52 
7.69 
10.35 
11.59 
8.98 
8.67 
7.41 
6.32 
7.01 
9.46 
11.65 
10.39 
9.26 
10.68 
10.15 
14.05 
15.25 
14.95 
14.52 
13.27 
16.46 
16.08 
18.76 
17.93 
18.11 
16.36 
15.36 
17.00 
17.67 
18.38 
18.11 



1.23 
1.16 
1.3b 
2.38 
1.29 
1.53 
0.60 
0.65 
0.33 
0.43 
0.58 
0.46 
0.78 
0.53 
0.52 
0.4B 
0.48 
0.48 
0.53 
0.48 
0.52 
0.38 
0.39 



40 
0.48 
0.24 
0.26 
0.33 
0.29 



1.23 

1.16 

1.37 

2.39 

1.29 

1.53 

0.60 

0.65 

0.33 

0.44 

0.58 

0.47 

0.77 

0.53 

0.53 

0.47 

0.47 

0.48 

0.54 

0.48 

0.52 

0.39 

0.39 

0.40 

0.48 

0.25 

0.27 

0.32 



18.03 
18.29 
14.55 
13.27 
15.14 



27 
44 
.48 
.40 
.39 
.35 
.40 
.37 
0.52 
0.53 
0.40 
0.41 
0.30 
1.04 
1.05 
1.08 
1.07 
0.91 
0.87 
1.01 
1.04 
0.96 
0.99 
1.02 
1.11 
0.96 
0.90 
0.58 
0.62 
0.54 
0.54 
0.63 
0.64 
0.65 
0.74 
0.67 
0.65 
0.66 
0.71 
0.64 
0.72 
0.82 
0.76 
0.69 
0.73 
0.75 



0.99 
1.37 



28 
27 
0.44 
0.47 
0.41 
0.38 
0.36 
0.40 
0.37 
0.52 
0.52 
0.39 
0.41 
0.30 
1.03 
1.04 
1.08 
1.06 
0.92 
0.87 
1.00 
1.05 
0.97 
0.98 
1.02 
1.10 
0.96 
0.89 
0.58 
0.62 
0.53 
0.53 
0.63 
0.64 
0.65 
0.74 
0.66 
0.65 
0.67 
0.71 
0.64 
0.73 
0.82 
0.75 
0.69 
0.73 
0.75 
0.95 
0.51 
0.92 

0. 49 
1.16 
1.42 

1. G0 
1.38 
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assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 423 and name CA ) 13.69 1.00 1.00 
assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 424 and name CA ) 11.99 1.53 1.54 
assign (segxd 3A4 and res id 122 and name CB ) < segid 3A4 and resid 425 and name CA) 11.21 1.80 1.80 
assign {segid 3A4 and resid 122 and name CB ) {segid 3A4 and resid 426 and name CA ) 11.18 1.20 1.19 
5 assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 427 and name CA ) 11.39 1.23 1.24 
assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 428 and name CA ) 13.56 1.91 1.91 
assign (segid 3A4 and resid 122 and name CB > (segid 3A4 and resid 429 and name CA ) 15.05 1.54 1.54 
assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 430 and name CA ) 17.17 1.98 1.98 
assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 431 and name CA ) 17.04 1.10 1.09 
10 assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 433 and name CA) 12.32 1.14 1.14 

assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 434 and name CA ) 6.93 1.18 1.18 

assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 435 and name CA ) 6.96 1.06 1.05 

assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 436 and name CA ) 6.22 1.39 1.39 

assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 436 and name O ) 5.02 1.40 1.40 

15 assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 437 and name CA ) 5.29 1.12 1.12 

assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 438 and name C ) 6.41 0.58 0.58 

assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 43B and name CA ) 6.05 0.91 0.91 

assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 438 and name N ) 5.18 0.96 0.97 

assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 438 and name 0 ) 5.90 0.35 0.35 

20 assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 439 and name CA ) 8.29 0.32 0.33 
assign (segid 3A4 and resid 122 and name CB ) (segid 3A4 and resid 440 and name CA ) 10.40 0.41 0.41 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 122 and name C ) 2.46 0.02 0.03 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 122 and name CA) 1.46 0.02 0.01 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 122 and name CB ) 2.46 0.07 0.06 

25 assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 122 and name O ) 3.44 0.08 0.08 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 123 and name C ) 4.82 0.09 0.08 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and cesid 123 and name CA ) 4.29 0.06 0.06 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 123 and name CB ) 5.12 0.12 0.11 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 123 and name N ) 2.89 0.06 0.06 

30 assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 123 and name O ) 5.87 0.15 0.14 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 124 and name C ) 5.70 0.19 0.18 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 124 and name CA ) 5.54 0.24 0.24 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 124 and name CB ) 5.67 0.26 0.27 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 124 and name D ) 4.52 0.22 0.22 

35 assign (segid 3A4 and resid 122 and name N > (segid 3A4 and resid 124 and name O ) 6.86 0.18 0.19 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 125 and name C ) 5.83 0.29 0.28 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 125 and name CA ) 5.57 0.12 0.11 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 125 and name CB ) 5.38 0.31 0.32 

assign (segid 3A4 and resid 122 and name H ) (segid 3A4 and resid 125 and name N > 4.84 0.13 0.14 

40 assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 125 and name O ) 6.91 0.28 0.28 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 126 and name CA ) 5-92 0.76 0.7 6 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 126 and name N } 5.16 0.55 0.56 

assign (segid 3A4 and resid 122 and name H ) (segid 3A4 and resid 260 and name O ) 7.16 0.41 0.42 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 263 and name C ) 7.73 0.20 0.19 

45 assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 264 and name C ) 7.39 0.31 0.31 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 264 and name CA } 6.24 0.28 0.29 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 264 and name N ) 6.94 0.26 0.27 

assign (segid 3A4 and resid 122 and name N } (segid 3A4 and resid 438 and name C ) 5.57 0.66 0.66 

assign (segid 3A4 and resid 122 and name N } (segid 3A4 and resid 438 and name N ) 5.30 0.92 0.93 

50 assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 438 and name O ) 4.72 0.53 0.54 

assign (segid 3A4 and resid 122 and name N ) (segid 3A4 and resid 439 and name CA ) 7.12 0.33 0.33 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 122 and name CB ) 3.42 0.09 0.08 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 123 and name C ) 3.10 0.06 0.05 

assign (segid 3A4 and resid 122 and name O ) (aegid 3A4 and resid 123 and name CA ) 2.77 0.04 0.04 

55 assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 123 and name CB > 4.24 0.06 0.06 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 123 and name N ) 2.26 0.01 0.01 

assign (segid 3A4 and resid 122 and name 0 ) (segid 3A4 and resid 123 and name O ) 3.58 0.22 0.22 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 124 and name C ) 4.44 0.30 0.31 

assign (segid 3A4 and resid 122 and name O I (segid 3A4 and resid 124 and name CA ) 4.58 0.26 0.27 

60 assign (segid 3A4 and resid 122 and name 0 ) (segid 3A4 and resid 124 and name CB ) 5.73 0.26 0.27 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 124 and name N ) 3.60 0.25 0.24 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 124 and name O > 5.48 0.31 0.30 

assign (segid 3A4 and resid 122 and name O } f segid 3A4 and resid 125 and name C ) 3.93 0.29 0.29 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 125 and name CA ) 4.24 0.32 0.32 

65 assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 125 and name CB ) 4.87 0.55 0-54 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 125 and name N I 3.60 0.33 0.34 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 125 and name O ) 4.73 0.33 0.34 

assign (segid 3A4 and resid 122 and name 0 ) (segid 3A4 and resid 126 and name C ) 4.19 0.57 0.57 

assign (segid 3A4 and resid 122 and name 0 ) (segid 3A4 and resid 126 and name CA ) 3.89 0.15 0.14 

70 assign (segid 3A4 and resid 122 and name 0 ) (segid 3A4 and resid 126 and name N ) 3.34 0.25 0.24 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 126 and name O ) 5.30 0.53 0.54 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 127 and name C ) 5.73 1.09 1.10 

assign (segid 3A4 and resid 122 and name 0 ) (segid 3A4 and resid 127 and name CA ) 4.66 1.17 1.16 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 127 and name.CB ) 4.53 .1.41 1.40 

75 assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 127 and name N ) 3.66 0.95 0.96 

assign (segid 3A4 and resid 122 and name 0 ) (segid 3A4 and resid 128 and name N ) 5.68 1.03 1.04 

assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 260 and name C ) 6.98 0.55 0.55 

assign (segid 3A4 and resid 122 and name 0 ) (segid 3A4 and resid 260 and name CA ) 6.83 0.45 0.46 

assign (segid 3A4 and resid 122 and name O ) (segxd 3A4 and resid 260 and name CB ] 6.77 0.62 0.63 

80 assign (segid 3A4 and resid 122 and name O ) (segid 3A4 and resid 260 and name O ) 6.56 0.51 0.51 

assign (segid 3A4 and resid 123 and name C ) (segid 3A4 and reaid 123 and name CB ) 2.50 0.03 0.02 

assign (segid 3A4 and resid 123 and name C ) (aegid 3A4 and resid 123 and name o } 1.20 0.02 0.01 

assign (segid 3A4 and resid 123 and name C ) (segid 3A4 and resid 124 and name C } 3.22 0.11 0.11 



75 



assign (segid 3A4 and resid 123 and name C 
assign (segid 3A4 and resid 123 and name C 
assign (segid 3A4 and resid 123 and name C 
assign (segid 3A4 and resid 123 and name C 
5 assign <segid 3A4 and resid 123 and name C 
assign (segid 3A4 and resid 123 and name C 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
]0 assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
15 assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
20 assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
25 assign (segid 3A4 and resid 123 and name CA ) 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA ) 
30 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA > 
assign (segid 3A4 and resid 123 and name CA 



C 
C 
C 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 
(s,egid 3A4 and resid 124 and name N ) 
(segid 3A4 and resid 124 and name O ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 125 and name N > 
(segid 3A4 and resid 125 and name O ) 
(segid 3A4 and resid 126 and name C 1 



0.02 
0-03 



(segid 3A4 and resid 126 and name CA ) 



\ t> tjy iu jui »»•>■* - — 

(segid 3A4 and resid 126 and name N 
(segid 3A4 and resid 126 and name O ) 
(segid 3A4 and resid 121 and name C ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 127 and name N ) 
(segid 3A4 and resid 127 and name O ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 128 and name N ) 
(segid 3A4 and resid 123 and name C j 
(segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 123 and name O ) 
(segid 3A4 and resid 124 and name C ) 
(segid 3A4 and resid 124 and name CA ) 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 124 and name N ) 
(segid 3A4 and resid 124 and name O ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 



assxgn taegxd 3A4 and resxd 123 and name ^ =»- an£ , name 

assign (segxd 3A4 and resxd 123 and name CA segxd 3A4 and ^ ^ ^ ^ 



assign isegxu -«**■■ — - — 

assign (segid 3A4 and resid 123 and name CA 
35 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
40 assign (segid 3A4 and resid 123 and name CA ) 
assign (segid 3A4 and resid 123 end name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
45 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA ) 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
50 assign (segid 3A4 and resid 123 and name CA 
atsign segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
55 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 



(segid 3A4 and resid 125 and name O ) 
(segid 3A4 and resid 126 and name C ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name N ) 
(segxd 3A4 and resid 126 and name O > 
(segid 3A4 and resid 127 and name C ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 127 and name N ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 128 and name N ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA 



assign (segid 3A4 and resid 123 and name CA segiu ™ _ ; ~ ^ ^ ^ ) 

assign (segid 3A4 and resid 123 and name CA segid 3A4 a^ ^ ^ ^ ^ 



60 



65 



assign (segid 3A4 and resid 123 and name CA 

assign segid 3A4 and resid 123 and name CA 

assign' (segid 3A4 and resid 123 and name CA 

assign (segid 3A4 and resid 123 and name CA 

assign (segid 3A4 and resid 123 and name CA 

assian (segid 3A4 and resid 123 and name CA 

assign laeyj.^ -»r» nMie eA 1 



(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 147 and name CA ) 
(segid 3A4 and resid 147 and name CB 
(segid 3A4 and resid 148 and name CA J 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 149 and name CB 1 



assign (segid 3A4 and resid 123 and name seg- ™ -~ ™ and name ^ , 

assign (segid 3A4 and resid 123 and name CA segid 3A4 and res^ ^ ^ 



70 



75 



assiTn S55 3m an5 resid 123 and name CA ) 
assign segid 3A4 and resid 123 and name CA 
assign (seiid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign Isegid 3A4 and resid 123 and name CA 
assian (seaid 3A4 and resid 123 and name CA ) 
assign segiS 3A4 and resid 123 and name CA » 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign segid 3A4 and resid 123 and name CA > 

assign lecyxu „ A<S , H 191 and name CA 1 



(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB 1 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 155 and name CA j 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA j 
(segid 3A4 and resid 156 and name cb j 
(segid 3A4 and resid 157 and name CA > 



assxgn (segid 3A4 and resxd 123 ana name » ~. ™- „ ^ ^ ^ 

assxgn (segxd 3A4 and resxd 123 and name CA 16Q amJ naae cb 



IIVZ legxd 3M end resxd 123 and name CA ) 
atsxgn Si 3A4 end resxd 123 and name CA ) 
assxgn (segid 3A4 and resxd 123 and name CA 
assxgn (segxd 3A4 end te^xd 123 and name CA 

S 3 £ 2 S S isiEii 3 a 3 S a =: = a : 



ISegiU Jtr»«e an\A tw-*— ■ . 

(segid 3A4 and resid 160 and name cb 

(segid 3A4 and resid 252 and name CA j 

(segid 3A4 and resid 252 and name CB I 

(segid 3A4 and resid 253 and name CA 

(segid 3A4 and resid 254 and name CA ) 



2.44 
3.68 
1.33 
4.21 
5.04 
4.69 
5.65 
3.39 
5.84 
5.80 
5.78 
4.86 
6.94 
6.24 
5.45 
4.82 
4.88 
7.42 
6.96 
6.66 
5.88 
1.52 
1.53 
2.39 
4.57 
3.81 
4.65 
2.44 
5.64 
5.82 
5.67 
6.47 
4.45 
6.64 
6.15 
6.11 
5.39 
7.25 
6.82 
5.81 
5.07 
5.28 
7.88 
7.75 
6.68 
10.11 
10.09 
11.45 
11.02 
11.87 
11.05 
13.60 
13.26 
15.74 
15.51 
16.64 
17.49 
16.71 
16.43 
17.00 
17.15 
15.65 
16.08 
13.04 
13.06 
14.66 
15.51 
13.63 
13.48 
11.98 
13.70 
14.32 
15-32 
15.62 
14.14 
13.39 
17.58 
17.44 
17.61 
16.77 
18.00 
16.24 
12.71 



01 
.14 
.32 
.19 
.30 
.14 
.10 
0.52 
0.70 
0.68 
0.49 
0.23 
0.18 
0.08 
0.36 
0.20 
0.55 
0.77 
0.44 
0.02 
0.02 
0.03 
0.09 
0.01 
0.06 
0.02 
0.13 
0.22 
0.15 
0.36 
0.09 
0.11 
0.19 
0.48 
0.49 
0.17 
0.50 
0.36 
0.65 
0.12 
0.70 
0.85 
0.63 
0.30 
0.18 
0.40 
0.60 
0.54 
0.75 
0.73 
0.78 
0.38 
0.28 
0.34 
0.71 
0.89 
1.38 
1.39 
1.21 
1.81 
2.49 
1.33 
1.71 
1.14 
1.29 
1.49 
2.05 
1.52 
2.27 
2.38 
1.33 
1.41 
1.41 
1.51 
1.48 
0.88 
0.96 
0.58 
0.64 
0.64 
0.61 



0.01 
0.02 
0.00 
0.15 
0.31 
0.19 
0.29 
0.14 

o.io 

0.51 
0.70 
0.67 
0.49 
0.24 
0.18 
0.08 
0.35 
O.20 
0.55 
0.77 
0.43 
0.01 
0.01 
0.02 
0.08 
0.01 
0.05 
0.03 
0.12 
0.21 
0.16 
0.36 
0.10. 
0.11 
0.18 
0.47 
0.50 
0.16 
0.51 
0.36 
0.65 
0.11 
0.70 
0.86 
0.62 



31 
17 
40 
60 
S3 
.75 
0.73 
0.77 
0.38 
0.29 
0.35 
0.71 
0.88 
1.39 
1.39 
1.20 
1.82 
2.49 



1.32 

1.70 

1.14 

1.29 

1.49 

2.06 

1.53 

2.28 

2.39 

1.33 

1.41 

1.41 

1.51 

1.49 

0.88 

0.96 

0.58 

0.63 

0.64 

0.61 



76 



assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and cesid 123 and name CA 
5 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resxd 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and res id 123 and name CA 
10 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
15 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign {segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
20 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
25 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
30 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
35 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
40 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
45 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
50 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
55 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
60 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
65 assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CA 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
70 assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
75 assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
80 assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 



(segid 3A4 and resid 257 and name CA 
(segid 3A4 and resid 258 and name CA 
(segid 3A4 and resid 258 and name CB 
(segid 3A4 and resid 259 and name CA 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 260 and name CA 
(segid 3A4 and resid 260 and name CB 
(segid 3A4 and resid 261 and name CA 
(segid 3A4 and resid 262 and name CA 
(segid 3A4 and resid 262 and name CB 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CB 
(segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 26S and name CA 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 267 and name CA 
(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 268 and name CA 
(segid 3A4 and resid 268 and name CB 
(segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 270 and name CA 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CB 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 403 and name CA 
(segid 3A4 and resid 403 and name CB 
(segid 3A4 and resid 404 and name CA 
(segid 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 415 and name CA 
(segid 3A4 and resid 415 and name CB 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 417 and name CA 
(segid 3A4 and resid 423 and name CA 
(segid 3A4 and resid 424 and name CA 
(segid 3A4 and resid 426 and name CA 
(segid 3A4 and resid 427 and name CA 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 435 and name CA 
(segid 3A4 and resid 436 and name CA 
(segid 3A4 and resid 437 and name CA 
(segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 439 and name CA 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name CA 
(segid 3A4 and resid 124 and name CB 
(segid 3A4 and resid 124 and name N 
(segid 3A4 and resid 124 and name O 
(segid 3A4 and resid 125 and name C 
(segid 3A4 and resid 125 and name CA 
(segid 3A4 and resid 125 and name CB 
(segid 3A4 and resid 125 and name N 
(segid 3A4 and resid 126 and name C 
(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name N 
(segid 3A4 and resid 127 and name CA 
(segid 3A4 and resid 127 and name CB 
(segid 3A4 and resid 127 and name N 
(segid 3A4 and resid 128 and name CA 



11.94 
14.13 
15.59 
13.00 
13.27 
9.32 
8.48 
10.84 
13.39 
14.35 
11.44 
10.60 
9.76 
13.33 
14.91 
13.33 
11.95 
14.31 
14.04 
17.71 
18. 2B 
17.73 
17.45 
16.19 
18.64 
17.62 
16.50 
18.44 
18.63 
16.73 
15.93 
16.29 
19.24 
18.39 
18.38 
14.93 
13.78 
16-35 
16.92 
17.84 
17.30 
15.37 
14.30 
18.24 
18.89 
18.79 
17.75 
17.72 
19.04 
16.44 
16.50 
17.44 
15.43 
16.52 
16.85 
15.59 
15.08 
15.12 
16.93 
15.93 
12. B5 
11.19 
9.72 
8.36 
9.21 
9.94 
11.71 
5.58 
4.50 
5.26 
3.18 
6.60 
7.26 
7.00 
7.77 
5.68 
7.52 
7.55 
6.85 
6.96 
6.02 
6.58 
9.00 



0.76 

0.48 

0.50 

0.36 

0.39 

0.37 

0.52 

0.57 

0.45 

0.44 

0.27 

0.26 

0.34 

0.37 

0.25 

0.26 

0.22 

0.38 

0.37 

0.31 

0.40 

0.36 

0.57 

0.60 

0.83 

0.95 

0.96 

0.44 

0.51 

0.50 

0.53 

0-40 

0.39 

0-45 

0.54 

0.42 

0.40 

0.73 

0.72 

0.53 

0.54 

0.58 

0.53 

0.50 

0.55 

0.52 

0.62 

0.46 

0.79 

0.23 

0.64 

0.96 

0.87 

1.44 

1.44 

1.69 

1.36 

1.36 

1.78 

1.18 

1.09 

1.02 

1.79 

1.46 

1.09 

0.63 



0.41 
0.16 
0.15 
0.17 
0.16 
0.18 
0.24 
0.19 
0.36 
0.16 
0.30 
0.52 
0.52 
0.29 
0.42 
0.11 
0.64 



0.76 

0.49 

0.50 

0.35 

0.38 

0.37 

0.52 

0.56 

0.44 

0.43 

0.28 

0.26 

0-34 

0.38 

0.25 

0.25 

0.23 

0.39 

0.37 

0.31 

0.40 

0.36 

0.58 

0.60 

0.82 

0.94 

0.96 

0.44 

0.51 

0.50 

0.52 

0.39 

0.39 

0.45 

0.55 

0.42 

0.40 

0.73 

0.72 

0.54 

0.53 

0.5B 

0.52 

0.50 

0.54 

0.51 

0.62 

0.45 

0.79 

0.24 

0.84 

0.96 

0.87 

1.43 

1.44 

1.69 

1.35 

1.36 

1.78 

1.18 

1.09 

1.02 

1.80 

1.46 

1.08 

0.62 

0.41 

0.16 

0.14 

0.18 

0.16 

0.18 

0.24 

0.19 

0.36 

0.17 

0-30 

0.52 

0.52 

0.19 

0.43 

0.12 

0.64 



77 



10 



assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB ) 
assign {segid 3A4 and resxd 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB ) 
assign 



(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and lesid 129 and name CA ) 
(segid 3A4 and xesid 129 and name CB > 
(segid 3A4 and resid 130 and name CA > 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA > 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



__. „ (segid 3A4 and resid 123 and name « — — - m and name cb , 

assign (segid 3A4 and resid 123 and name CB segid 3A4 and res ^ ^ } 

assign (segid 3A4 and resid 123 and name CB segid 3A4 and ^ ^ ^ j 

assign (segid 3A4 and resid 123 and name CB segid ana ^ ^ ^ ) 

assign (segid 3A4 and resid 123 and name CB segid 3A4 ana ^ ^ ^ ) 

assign (segid 3A4 and resid 123 and name CB segid ja* ana ^ cb } 

(,egid 3A4 and resid 123 and name CB segid 3A4 and re name CA ) 

(segid 3A4 and resid 123 and name CB segid 3A4 ana r name CB ) 

(segid 3A4 and resid 123 and name CB segid 3A4 ana ^ ^ ^ 

KES SS and 232 i 2 23 ana S 3 i S SS £ ~sid 149 and name CA I 
(segid 3A4 and resid 123 and name CB ) 
a s s Aw i j (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB 
assign Isegid 3A4 and resid 123 and name CB 



(segid 3A4 and resid 14 9 and name CB 
(segid 3A4 and resid 150 and name CA ) 
and resid 151 and name CA ) 
and resid 152 and name CA ) 



(segid 3A4 
(segid 3A4 



assxgn (aegxd 3A4 and resxd 123 ana naaje » , (segxd ». and resxd 152 and na-e CB | 
assxgn (segxd 3A4 and resxd 123 and naue CB > (segxd 3A4 end ^ ^ ^ ^ ^ ( 



30 



assign i atjyiu — ; . 

assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB 1 
assign (segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 123 and name CB ) 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



IBCSJJ lh ™ and resid 153 and name CB ) 
(segid 3A4 and resid 154 and name CA > 
(segid 3A4 and resid 155 and name CA 
(segid 3A4 and resxd 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 151 and name CA ) 



IS53 3A4 and resxd III and ™e S ! £2 « and resxd 252 and na»e CA > 



40 



45 



50 



55 



\acy iu «j^~i"» uttu — — 

assian (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB > 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and xesid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB > 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB > 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB 1 
assign (segid 3A4 and resid 123 and name CB > 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
60 assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
65 assign (segid 3A4 and xesid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB J 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB j 
assign (segid 3A4 and resid 123 and name CB ) 
70 assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB > 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB J 
75 assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB J 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB > 
assign (segid 3A4 and resid 123 and name CB ) 
80 assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 



(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA > 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
isegid 3A4 and resid 258 and name CA > 
(segid 3A4 and resid 258 and name CB 
(segid 3A4 and resid 259 and name CA 
(segid 3A4 and resid 259 and name CB J 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB > 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name CA ) 
" ■ and resid 268 and name CB ) 
and resid 269 and name CA ) 
and resid 270 and name CA ) 
lo « yJ .w. — and resid 270 and name CB > 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB J 
and resid 407 and name CB ) 
and res id 408 and name CA ) 
and resid 408 and name CB > 
and resid 411 and name CB ) 
and resid 412 and name CA ) 
and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



8.85 
11.47 
11.51 
12.70 
12.24 
12.89 
11.98 
14.68 
14.37 
16.95 
16.78 
17.70 
18.42 
17.59 
16.71 
17.25 
17.35 
15.92 
16.38 
13.31 
13.16 
14.81 
15.68 
14.00 
13.92 
12.28 
13.81 
14. 3S 
15.62 
15.97 
14.58 
13.90 
18.00 
18.41 
18.49 
17.68 
17.43 
13.86 
13.02 
15.34 
16.80 
14.37 
14.66 
10.66 
9.77 
11.99 
14.66 
15.67 
12.77 
11.97 
10.86 
14.34 
16.03 
14.28 
12.90 
15.03 
14.73 
18.55 
19.14 
18.64 
18.07 
16.75 
18.66 
17.60 
18.16 
17.36 
17.71 
16.24 
15.13 
17.61 
18.20 
18.42 
16.37 
15.33 
18.51 
18.33 
16.86 
16.71 
17.57 
15.48 
16.27 
15.64 
15.30 



0.84 
0.29 
0.20 
0.53 
0.77 
0.49 
0.67 
0.76 
0.83 
0.40 
0.31 
0.47 
0.74 
0.92 
1.79 
1.72 
1.49 
1.97 
2.63 
1.61 
1.79 
1.25 
1.33 
1.47 
2.09 
1.48 
2.39 
2.58 
1.33 
1.29 
1.29 
1.38 
1.33 
0.81 
0.88 
0.46 
0.62 
0.58 
0.68 
0.41 
0.43 
0.30 
0.33 
O.30 
0.43 
0.52 
0.39 
0.38 
0.25 
0.24 
0.31 
0.33 
0.24 
0.26 
0.23 
0.40 
0.39 
0.33 
0.38 
0.35 
0.55 
0.60 
1.00 
1.02 
0.53 
0.55 
0.41 
0.50 
0.48 
0.84 
0.82 
0.61 
0.70 
0.66 
0.60 
0.55 
0.19 
0.73 
0.84 
0.86 
1.49 
1.95 
1.73 



0.83 
0.29 
0.19 
0.53 
0.77 
0.48 
0.67 
0.76 
0.83 
0.40 
0.30 
0.47 
0.74 
0-92 
1.79 
1.73 
1.48 
1.97 
2.63 
1.61 
1.79 
1.25 
1.32 
1.48 
2.08 
1.48 
2.39 
2.58 
1.32 
1.28 
1.30 
1.39 
1.34 
0.80 
0.88 
0.46 
0.63 
0.57 
0.67 
0.42 
0.44 
0.30 
0.33 
0.31 
0.43 
0.53 
0.39 
0.37 
0.24 
0.25 
0.30 
0.32 
0.24 
0.25 
0.22 
0.40 
0.39 
0.33 
0.39 
0.35 
0.55 
0.59 
1.00 
1.02 
0.54 
0.56 
0.42 
0.51 
0.48 
0.83 
0.81 
0.61 
0.71 
0.67 
0.59 
0.55 
0.18 
0.73 
0.84 
0.86 
1.19 
1.95 
1.72 
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70 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



) 

) 

) 

) 

) 

> 

) 

) 

) 

) 

) 

) 

) 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB ) 
assign (segid 3A4 and resid 123 and name CB 
assign {segid 3A4 and resid 123 and name CB 
assign {segid 3A4 and resid 123 and name CB 
assign (segid 3A4 and resid 123 and name CB 
assign {segid 3A4 and resid 123 and name CB 
(segid 3A4 and resid 123 and name CB ) 
(aegid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name N 
as^y" {segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
assign (segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name N 
(segid 3A4 and resid 123 and name 0 
(segid 3A4 and resid 123 and name 0 
(segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name o 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name 0 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name O 
assign (segid 3A4 and resid 123 and name 0 
assign (segid 3A4 and resid 123 and name O 
(segid 3A4 and resid 123 and name O 
(segid 3A4 and resid 123 and name 0 
(segid 3A4 and resid 123 and name O 
(segid 3A4 and resid 123 and name O 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
(segid 3A4 and resid 124 and name C 
[segid 3A4 and resid 124 and name C 

tcn {segid 3A4 and resid 124 and name C 

assign (segid 3A4 and resid 124 and name C 
assign (segid 3A4 and resid 124 and name CA 



(segid 3A4 
(segid 3A4 
(segid 3A4 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(segiu m\h emu i^oiw — • 

75 assign (segid 3A4 and resid 124 and name CA ) 
assign I segid 3A4 and resid 124 and name CA > 
assign (segid 3A4 and resid 124 and name CA ) 
assign (segid 3A4 and resid 124 and name CA ) 
assign (segid 3A4 and resid 124 and name CA ) 
80 assign (segid 3A4 and xesid 124 and name CA ) 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA ) 
assign (segid 3A4 and resid 124 and name CA ) 



C segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA > 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 123 and name C ) 
(segid 3A4 and resid 123 and name CA ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 123 and name 0 ) 
■ and resid 124 and name C ) 
and resid 124 and name CA ) 
iHeqjy and resid 124 and name CB ) 
(segid 3A4 and resid 124 and name N ) 
(segid 3A4 and resid 124 and name O ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 125 and name N ) 
(segid 3A4 and resid 125 and name 0 ) 
(segid 3A4 and resid 126 and name C ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name N ) 
(segid 3A4 and resid 126 and name 0 ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 127 and name N ) 
(segid 3A4 and resid 123 and name CB ) 
(segid 3A4 and resid 124 and name C ) 
(segid 3A4 and resid 124 and name CA J 
(segid 3A4 and resid 124 and name CB 
(segid 3A4 and resid 124 and name N ) 
(segid 3A4 and resid 124 and name O ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 125 and name M ) 
(segid 3A4 and resid 125 and name O ) 
(segid 3A4 and resid 126 and name C ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name N ) 
(segid 3A4 and resid 126 and name O ) 
(segid 3A4 and resid 127 and name C ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and re3id 127 and name N ) 
(segid 3A4 and resid 127 and name O ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 128 and name N ) 
(segid 3A4 and resid 124 and name CB ) 
( segid 3A4 and resid 124 and name O ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and re3id 125 and name N ) 
(segid 3A4 and resid 125 and name O ) 
) (segid 3A4 and resid 126 and name C > 
) (segid 3A4 and resid 126 and name CA ) 
) (segid 3A4 and resid 126 and name N ) 
) (segid 3A4 and resid 126 and name O ) 
) (segid 3A4 and resid 127 and name C ) 
) (segid 3A4 and resid 127 and name CA ) 
> (segid 3A4 and resid 127 and name CB ) 
j (segid 3A4 and resid 127 and name N ) 
) (segid 3A4 and resid 128 and name C ) 
) (segid 3A4 and resid 128 and name CA ) 
) (segid 3A4 and resid 128 and name CB ) 
I (segid 3A4 and resid 128 and name N ) 
) (segid 3A4 and resid 129 and name N ) 
) (segid 3A4 and resid 124 and name C ) 
(segid 3A4 and resid 124 and name CB ) 
(segid 3A4 and resid 124 and name O ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 125 and name N ) 
(segid 3A4 and resid 125 and name O ) 
(segid 3A4 and resid 126 and name C ) 
(segid 3A4 and resid 126 and name CA J 



15.43 
16.67 
13.59 
11.74 
9.90 
8.25 
9.35 
9.74 
11.77 
2.50 
1.46 
2.45 
3.52 
4.86 
4.30 
5.13 
2.90 
6.04 
5.67 
5.52 
6.04 
4.41 
6.61 
6.12 
5.83 
5.12 
7.25 
6.20 
5.63 
5.43 
3.25 
3.29 
2.76 
4.17 
2.23 
4.01 
4.95 
4.75 
5.90 
3.63 
5.57 
5.52 
5.69 
4.88 
6.59 
5.61 
4.97 
4.39 
4.54 
6.74 
6.18 
5.89 
5.20 
2.47 
1.23 
3.45 
2.41 
3.39 
1.33 
4.25 
5.52 
5.27 
3.94 
6.64 
5.97 
5.68 
5-56 
4.87 
6.80 
5.90 
5.21 
5.15 
6.55 
1.51 
1.53 
2.37 
4.73 
3.80 
4.64 
2.45 
5.58 
6.38 
6.21 



1.67 
1.31 
1.10 
1.24 
2.03 
1.67 
1.17 
0.72 
0.39 
0.03 
0.00 
0.02 
0.09 
0.09 
0.07 
0.09 
0.09 
0.12 
0.14 
0.18 
0.44 
0.11 
0.1S 
0.27 
0.11 
0.22 
0.28 
0.71 
0.95 
0.50 
0.13 
0.21 
0.04 
0.06 
0.01 
0.27 
0.59 
0.35 
0.45 
0.27 
0.34 
1.00 
1.19 



1.67 
1.31 
1.10 
1.23 
2.02 
1.67 
1.16 
0.72 
0.38 
0.03 
0.01 
0.03 
0.09 
0.09 
0.06 
0.08 
0.08 
0.12 
0.13 
0.19 
0.44 
0.12 
0.15 
0.27 
0.11 
0.21 
0.28 
0.72 
0.96 
0-51 
0.12 
0.21 
0.04 
0.05 
0.02 
0.26 
0.59 
0.36 
0.45 
0.27 
0.33 
1.00 
1.19 
1.09 
0.96 
0.39 
0.53 
0.27 
0.81 
0.37 
0.67 
0.92 
0.54 
0.03 
0.02 
0.25 
0.01 
0.20 
0.01 
0.15 
0.63 
0.51 
0.46 
0.62 
0.68 
0.78 
0.90 
0.73 
0.47 
0.54 
0.52 
0.62 
0.40 
0.01 
0.01 
0.02 
0.20 
0.01 
0.17 
0.02 
0.11 
0.63 
0.52 



0.54 
0.03 
0.01 
0.24 
0.02 
0.19 
0.01 
0.16 
0.62 
0.51 
0.45 
0.63 
0.69 
0.78 
0.91 
0.73 
0.46 
0.54 
0.51 
0.62 
0.40 
0.01 
0.01 
0.02 
0.20 
0.02 
0.17 
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assign 
assign 
assign 
assign 
assign 



10 



15 



20 



25 



Cegu. 3A4 and resid 124 and name CA » (segxd 3 A4 and resid 126 and name « ) 
segxd 3A4 and resid 124 and name CA segxd 3A4 and res ^ ^ ^ ) 

(segxd 3A4 and resxd 124 and name CA segid 3A4 a a ^ ^ ^ CQ } 

M (segid 3A4 and resid 124 and name CA segxd ana ^ ) 

assign Ugid 3A4 and resid 124 and name CA segid 3A4 and re^ ^ ^ ^ 
assign (segid 3A4 and resid 124 and name CA seg resld 128 and name CB 

assign (segid 3A4 and resid 124 and name CA seg ^ m ^ n{jme 

assign (segid 3A4 and resid 124 and name CA seg ^ ^ and ^ 

assign (segid 3A4 and resid 124 and name CA seg ^ an<J name 

assign (segid 3A4 and resid 124 and name CA seg ^ reS id 130 and name CA 

assign (segid 3A4 and resid 124 and name CA seg 13Q and ^ 

assign (segid 3A4 and resid 124 and name CA seg ^ m Qnd name 

assign (segid 3A4 and resid 124 and name CA } seg m and name ^ 

assign (segid 3A4 and resid 124 and name CA tsegi j _ _ _ rn » 

assign (segid 3A4 and resid 124 and name CA ) 
assign segid 3A4 and resid 124 and name CA 
assign segid 3A4 and resid 124 and name CA 
assxqn segid 3A4 and resid 124 and name CA 
assign segid 3A4 and resid 124 and name CA 
assign segid 3A4 and resid 124 and name CA 
assign segid 3A4 and resid 124 and name CA 
assign segid 3A4 and resid 124 and name CA 
assign segid 3A4 and resxd 124 and name CA 
assign Isegid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assiqn (segid 3A4 and resid 124 and name CA ) 
assign segid 3A4 and resid 124 and name CA 
assign m& and name CA ) 



30 



35 



40 



45 



50 



seqia m\h emu i.w^*'* * — - 

(segid 3A4 and resid 132 and name CA 
(segxd 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA 
(segxd 3A4 and resid 133 and name CB ) 
segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 147 and name CA 
( segid 3A4 and resid 147 and name CB 
(segid 3A4 and resid 148 and name CA 
(segid 3A4 and resid 149 and name CA 
assxgn (segid 3A4 and resid 124 and name CA , (segid 3A4 and resid 149 and name CB 
assxgn segxd 3A4 and resxd 124 and name CA segid 3A4 and res ^ ^ ) 

assxgn (segid 3A4 and resid 124 and name CA segxd 3A4 and res^ ^ ^ ^ 
assign (segid 3A4 and resid 124 and name CA seg ^ ^ ngme ^ , 

assign (segid 3A4 and resid 124 and name CA segxd 4* ^ ^ name 

assxgn (segid 3A4 and resid 124 and name CA segxa ^ and ^ 

assxon (segid 3A4 and resid 124 and name CA J tseg*u ^ A Mrart pa \ 

assxS segid 3A4 and resid 124 and name CA 
assxS segid 3A4 and resld 124 and name CA 
assxgn Isegid 3A4 and resid 124 and name CA 
assxgn (segid 3A4 and resid 124 and name CA ) 
assign segid 3A4 and resid 124 and name CA 
assign segid 3A4 and resid 124 and name CA 
assxgn (segid 3A4 and resid 124 and name CA 
assxgn segid 3A4 and resid 124 and name CA 
assxgn (segxd 3A4 and resid 124 and name CA 
(segid 3A4 and resid 124 and name CA ) 
(seaid 3A4 and resid 124 and name CA ) 

Segid 3A4 and resid 124 and name CA (segia w -™ ~ jjj — — ^ ) 
segid 3A4 and resid 124 and name CA segid 3A4 and resi cb } 

assign isegid 3A4 and resid 124 and name CA seg d 3A4 and res^ ^ ^ ^ 
assxgn (segxd 3A4 and resid 124 and name CA segi 2fi2 name 

assign Isegid 22 E SSS SI S S= 2 1 Isegid 3A4 and resid 262 and name CB J 

assign l _ ^ . . ,4 iOi anrl name CA 



assign 
assign 
assign 
assign 
assign 



(segxd 3A4 and resxd 154 and name CA ) 
(segxd 3A4 and resxd 156 and name CA ) 
(segxd 3A4 and resxd 157 and name CA 
(segxd 3A4 and resxd 157 and name CB ) 
(segxd 3A4 and resxd 253 and name CA 
(segid 3A4 and resxd 255 and name CA 
segid 3A4 and resid 256 and name CA 
segxd 3A4 and resxd 257 and name CA ) 
(segxd 3A4 and resxd 258 and name CA 
segxd 3A4 and resxd 258 and name CB 
segid 3A4 and resxd 259 and name CA ] 
segxd 3A4 and resxd 259 and name CB ) 



4.97 
6.67 
6.18 
5.71 
5.53 
6.82 
6.18 
5.98 
8.99 
8.97 
11.25 
11.17 
11.61 
10.84 
12.57 
11.95 
14.94 
14.80 
16.38 
16.94 
16.05 
18.17 
16.31 
16.67 
17.22 
16.19 
16.54 
13.90 
14.32 
16.18 
16.85 
15.46 
15-16 
14.22 
17.82 
16.90 
16.06 
18.54 
17.22 
13-91 
13.91 
15.69 
17.04 
13.67 
13.65 
10.36 
9.87 
12.53 
14.22 
15.01 



assign segid 3A4 and resid 12 and name CA segiO £j ™ ^ and name ^ , 

assxgn (segxd 3A4 and resxd 124 and name CA segxd 3A4 a ^ ^ ^ 10.36 

assxgn (segid 3A4 and resxd 124 and name CA ) segxa ^ ^ ^ ^ ^ 

assxgn (segid 3A4 and resid 124 and name CA ) segxa ah ^ name ^ , 

assign segid 3A4 and resid 124 and name CA segxd 3A4 and resx ^ ^ ^ } 

55 assign segxd 3A4 and resxd 124 and name CA segxd 3A4 and res ^ ) 

55 assign isegid 3A4 and resxd 124 and name CA segxd 3A4 and re^ ^ ^ ^ 

assxgn (segid 3A4 and resxd 124 and name CA seg a resxa 268 and name CA 

assxqn (segxd 3A4 and resxd 124 and name ua j J^?7rf -*nd an d resxd 268 and name CB ) 

Tsl% (segxd 3A4 and resxd 124 and name CA segid 3A4 and res^ ^ ^ ^ 

60 assxgn (segxd 3A4 resid X» -jd name a J I .3 

(segxd 3A4 and resxd 124 and name CA ) 
(segxd 3A4 and resid 124 and name CA ) 
(seqid 3A4 and resid 124 and name CA ) 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 



HSE iM and « S :3 »0 an d name CA , 
legld 3R4 and resxd 270 and name CB 
segxd 3A4 and resxd 271 and name CA 
se^xd 3A4 and resxd 271 and name CB ) 

» ocy ... an j name CB 1 



(segxd 3A4 and resxd 124 and name CA segxa a«, an<J name CB , 

s4xd 3A" and resld 124 and name CA segxd 3A4 and re ^ an<j ^ ^ } 

segxd 3A4 and resld 124 end name CA segxd 3A4 and ^ ^ ^ , 

(seaxd 3A4 and resxd 124 and name CA ) (segxd 3M anu » ^ ^ nn = ^ rt name CB , 



segxd 5a a^d r«xd 400 and name CB ) 
leltd 3A4 and resxd 401 and name CA 
legxd 3A4 and resxd 402 and name CA 
segxd 3A4 and resxd 403 and name CA 
segxd 3A4 and resxd 403 and name CB J 
segxd 3A4 and resxd 404 and name CA 
segid 3A4 and resxd 404 and name CB 

* ocy . . j a nc anH name CA ) 



isegio Jft* — . 

(segxd 3A4 and resid 124 and name CA ) 

(segid 3A4 and resxd 124 and name CA ) 

(segid 3A4 and resid 124 and name CA ) 

sss 1^ ss and sss ill s s= 1 

assign ffl ^ S re'aiS ffi an S | = - = ^ d ioS and nam. CA j 

assian segid 3A4 and resid 124 and name CA ) Isegid 3A4 ano re ^ |M name ^ , 

assign Isegid 3A4 and resid 124 and name CA ) 

assign (segid 3A4 and resid 124 and name CA 

80 assxqn (seqid 3A4 and resxd 124 and name ca j 

assxgn (segxd 3A4 and resxd 124 and name CA (segia ^ — 4Q9 and name ^ , 

assign (segid 3A4 and resid 124 and name CA segid 3A4 a^ ^ ^ ^ CB j 

assign (segid 3A4 and resid 124 and name CA ) isegiu 



[Ulid !a a^d »«d 407- and name CA , 

segxd 3A4 and resxd 407 and name CB 

segxd 3A4 and resxd 408 and name CA 

se«d 3A4 and resxd 408 and name CB 



0.45 
0.61 
0.80 
0.96 
0.73 
0.50 
0.51 
0.56 
0.36 
0.32 
0.85 
1.06 
0.74 
0.71 
0.48 
0.49 
0.50 
0.46 
0.87 
0.58 
0.50 
0.65 
1.06 
1.18 
1.00 
1.91 
2.70 
1.31 
1-89 
1.39 
1.60 
1.71 
2.16 
1.76 
1.58 
1.60 
1.66 
1.06 
1.18 
1.17 
1.14 
0.94 
0.97 
0.91 
0.94 
0.94 
1.13 
0.88 
0.86 
0.91 
0.74 
0.77 
0.64 
0.63 
0.55 
0.39 
0.36 
0.49 
0.49 
0.46 
0.55 
0.50 
0.72 
0.77 
1.07 
1.01 
0.98 
0.99 
0.86 
0.80 
0.80 
0.86 
0.78 
0.84 
0.99 
0.96 
0.85 
0.67 
0.65 
0.65 
0.61 
0.51 
0.57 



10.53 
14.32 
14.96 
12.98 
11.51 
14.76 
14.87 
17.96 
17.76 
16.96 
17.05 
15.91 
18.25 
18.19 
15.48 
14.90 
15.27 
17.74 
16.31 
16.29 
12.64 
11.94 
14.51 
15.35 
17.15 
15.05 
14.43 
12.72 
11.89 
15.84 
16.68 



0.44 
0.66 
0.81 
0.97 
0.73 
0.49 
0.51 
0.57 
0.37 
0.32 
0.84 
1.06 
0.73 
0.72 
0.48 
0.49 
0.50 
0.46 
0.87 
0.58 
0.51 
0.64 
1.06 
1.18 
1.00 
1.91 
2.70 
1.30 
1.89 
1.39 
1.59 
1.70 
2.16 
1.75 
1.59 
1.60 
1.66 
1.07 
1.18 
1.18 
1.15 
0.93 
0.96 
0.90 
0.95 
0.93 
1.12 
0.88 
0.85 
0.90 
0.74 
0.76 
0.64 
0.63 
0.54 
0.40 
0.36 
0.49 
0.48 
0.46 
0.55 
0.51 
0.73 
0.77 
1.07 
1.02 
0.99 
1.00 
0.86 
0.80 
0.80 
0.85 
0.78 
0.84 
0.99 
0.97 
0.B5 
0.68 
0.65 
0.66 
0.61 
0.51 
0.58 
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assign (segid 3A4 and resid 124 and name CA .) 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
5 assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
10 assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
15 assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CA ) 
assign (segid 3A4 end resid 124 and name CA 
assign (segid 3A4 and resid 124 and name CB 
20 assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB J 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
25 assign (segid 3A4 and resid 124 and name CB 
assign segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
30 assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and .resid 124 and name CB 
35 assion (segid 3A4 and resid 124 and name CB J 
assign segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
40 assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB ) 
assign (segid 3A4 and resid 124 and name CB 
45 assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and rosid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
50 assign (segid 3A4 and resid 124 and name CB 
D assign {segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
55 assign (segid 3A4 and resid 124 and name CB ) 
assign segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB ) 
60 assign segid 3A4 and resid 124 and name CB ) 
asstgn segid 3A4 and resid 124 and name CB | 
assign segid 3A4 and resid 124 and name CB 
assign segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
65 assign (segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB ) 
"sign (.Sid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign segid 3A4 and resid 124 and name CB 
70 assign (segid 3A4 and resid 124 and name CB ) 
assign segid 3A4 and resid 124 and name CB 
assign segid 3A4 and resid 124 and name CB 
assign seg\d 3A4 and resid 124 and name CB 
assign segid 3A4 and resid 124 and name CB 
75 assign isegid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign (se^id 3A4 and resid 124 and name CB 
assign segid 3A4 and resid 124 and name CB 
assign (segid 3A4 and resid 124 and name CB 
80 assign segid 3A4 and resid 121 and name CB 
assign segid 3A4 and resid 1?4 and name CB 
assign (segid 3A4 and resid 124 and name CB 
assign segid 3A4 and resid 124 and name CB ) 



(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA > 
(segid 3A4 and resid 437 and name CA > 
(segid 3A4 and re3id 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 125 and name C ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 125 and name N ) 
(segid 3A4 and resid 125 and name O ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name N ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 127 and name N ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB > 
I segid 3A4 and resid 129 and name CA > 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 



17,80 
IS. 66 
14.53 
14.98 
16.98 
14.90 
15.70 
16.67 
15.32 
16.59 
17.44 
15.43 
13.70 
12.83 
11.03 
10.70 
10.54 
11.13 
5.75 
4. 58 
5.06 
3.35 
6.64 
7.34 
6.01 
7.53 
7.01 
6.66 
7.97 
7.21 
10.09 
9.99 
12.51 



(segid 3A4 ana resia "v o..~ — ~" I, i A 
(segid 3A4 and resid 130 and name CB 12.46 



(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA 
(segid 3A4 and resid 133 and name CB 
(segid 3A4 and resid 134 and name CA ) 
(sogid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 147 and name CA 
(segid 3A4 and resid 147 and name CB 
segid 3A4 and resid 149 and name CA 17.46 
(segid 3A4 and resid 150 and name CA 15.23 
segid 3A4 and resid 152 and name CA 17.54 
segid 3A4 and resid 153 and name CA ) 16.92 
(segid 3A4 and resid 153 and name CB ) 
segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA 
(segid 3A4 and resid 258 and name CA 
segid 3A4 and resid 258 and name CB ) 

x ^ _ . . i nca =. nH name* CA i 



12.86 
12.07 
13.68 
12.99 
16.08 
15.96 
17.62 
18.10 
17.17 
17.42 
17.71 



0.53 
0.54 
0.61 
0.56 
0.75 
0.43 
0.81 
0.76 
0.96 
1.56 
1.53 
1.14 
0.84 
1.51 
1.42 
1.23 
0.86 
0.72 
0.18 
0.06 
0.25 
0.07 
0.16 
0.36 
0.29 
0.91 
1.14 
0.72 
0.73 
0.66 
0.38 
0.31 
0.88 
1.07 
0.94 
0.98 
0.58 
0.49 
0.55 
0.49 
1.02 
0.78 
0.71 
1.15 



(segid 3A4 and resid 259 and name CA 
segid 3A4 and resid 259 and name CB 
segid 3A4 and resid 260 and name CA 
segid 3A4 and resid 260 and name CB 
(segid 3A4 and resid 261 and name CA 
segid 3A4 and resid 262 and name CA 
segid 3A4 and resid 262 and name CB 
segid 3A4 and resid 263 and name CA 
segid 3A4 and resid 263 and name CB 
segid 3A4 and resid 264 and name CA 
segid 3A4 and resid 265 and name CA 
segid 3A4 and resid 266 and name CA 
segid 3A4 and resid 267 and name CA 
(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 268 and name CA 
segid 3A4 and resid 268 and name CB 
segid 3A4 and resid 269 and name CA 17.80 
segid 3A4 and resid 270 and name CA ) 17.37 
segxd 3A4 and resid 270 and name CB 16.56 
segid 3A4 and resid 271 and name CA 16.45 
segid 3A4 and resid 271 and name CB 15.31 
segid 3A4 and resid 400 and name CA 16.12 
segid 3A4 and resid 400 and name CB 15.66 
segid 3A4 and resid 401 and name CA 15.76 
segid 3A4 and resid 402 and name CA 17.99 
segid 3A4 and resid 403 and name CA 16.50 
segid 3A4 and resid 403 and name CB 16.56 
segid 3A4 and resid 404 and name CA ) 12.95 



16.64 
15.67 
15.30 
15.24 
16.84 
18.20 
14.72 
14.73 
11.44 
11.06 
13.43 
14.92 
15.75 
11.95 
10.91 
10.91 
14.63 
15.08 
12.79 
11.29 
14.57 
14.79 



0.54 
0.S5 
0.61 
0.56 
0.75 
0.43 
0.81 
0.75 
0.96 
1.56 
1.54 
1.14 
0.84 
1.51 
1.42 
1.23 
0.86 
0.71 
0.18 
0.05 
0.25 
0.08 
0.16 
0.36 
0.30 
0.90 
1.14 
0.71 
0.74 
0.66 
0.38 
0.31 
0.68 
1.07 
0.94 
0.98 
0.57 
0.49 
0.56 
0.48 
1.02 
0.78 
0.72 
1.14 
1.21 
1.97 
1.38 
1.44 
1.71 
2.16 
1.76 
1.22 
1.17 
0.97 
1.01 
0.99 
1.04 
1.00 
1.17 
0.89 
0.93 
0.99 
0.87 
0.91 



20 
97 
.39 
.43 
.70 
.17 
.76 
.23 
1.16 
0.97 
1.00 
1.00 
1.05 
1.01 
1.18 
0.89 
0.92 
0.99 
0.87 
0.92 
0.69 



66 
62 
44 
,41 
,50 
.49 
0.48 
0.58 
0.54 
0.74 
0.79 
1.16 
1.15 
1.06 
1.01 
1.01 
1.04 
1.01 



0.69 

0.67 

0.63 

0.44 

0.41 

0.50 

0.49 

0.49 

0.58 

0.55 

0.75 

0.80 

1.17 

1.16 

1.06 

1.02 

1.00 

1.04 

1.01 
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15 



30 



35 



40 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 
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(segid 3A4 
t«*egid 3A4 
<segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(seqid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 124 
and res id 124 
and res id 124 
and resid 124 
and res id 124 
and res id 124 
and iesid 124 
and res id 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 124 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 
and resid 125 



name 
name 
name 
name 
name 
name 
name 
name 
name 



name 
name 
name 
name 



name 
name 
name 
name 



and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 



CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB > 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
CB ) 
N ) 
N ) 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 



name 
name 
name 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 



name 
name 
name 
name 



name 
name 
name 
name 



name 



N 
N 
N 
N 
N 
N 
N 
N 
N 
N 
N 
N 
N 
N 
N 
N 
H 
O 
O 

o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 

C 
C 
C 
C 
C 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
| segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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and resid 
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name 
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name 
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name 
name 
name 
name 
name 



name 
name 
name 
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name 
name 
name 



404 and 

405 and 

405 and 

406 and 

407 and 

407 and 

408 and 

408 and 

409 and 

409 and 

410 and 

411 and 

411 and 

412 and 

413 and 

414 and 

415 and 

415 and 

416 and 

417 and 

434 and 

435 and 

436 and 

437 and 

438 and 

439 and 

440 and 
124 and 
124 and 
124 and 

124 and 

125 and 
125 and 
125 and 
125 and 

125 and 

126 and 
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126 and 
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127 and 
127 and 
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127 and 

128 and 
128 and 
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128 and 

128 and 
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129 and 
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name 
name 
name 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 



CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CA > 
CA ) 
CB ) 
CA ) 
CA } 
CA ) 
CA ) 
CA > 
CA ) 
CA ) 
CA ) 
CA ) 
C ) 
CA > 
CB ) 
O ) 
C ) 
CA ) 
CB ) 
N ) 
O ) 
C ) 
CA ) 
N ) 
O ) 
C ) 
CA ) 
CB ) 
N ) 
CB > 
N > 
CB ) 
C ) 
CA ) 

ca ) 

N ) 
o ) 
c ) 
CA ) 
N ) 
O ) 
C ) 
CA ) 
CB ) 
H ) 
CA ) 
CB ) 
N ) 
N ) 
CB ) 
O ) 
C ) 
CA ) 
N ) 
O ) 
C ) 
CA ) 
CB ) 
N ) 
O ) 
c ) 
CA ) 
CB ) 
N ) 
0 ) 
C > 
CA ) 
CB ) 



name 
name 
name 
name 



name 
name 
name 
name 
name 
name 
name 
name 



12.17 
14.41 
15.32 
16.93 
14.69 
14.15 
12.16 
11.40 
15.16 
16.08 
17.06 
14.75 
13.65 
13.91 
15.83 
13.84 
14.70 
15.63 
14.44 
15.62 
16.22 
14.24 
13.41 
11.25 
10. S2 
9.86 
10.14 
2.50 
1.45 
2.46 
3.59 
4.93 
4.25 
5.04 
2.82 
5.86 
6.19 
6.00 
4.87 
7.37 
6.76 
6.04 
5.48 
5.33 
6.83 
6.27 
3.04 
3.72 
2.71 
3.67 
2.24 
4.27 
5.81 
5.68 
4.43 
6.82 
5.90 
5.86 
5.85 
5.18 
5.49 
4.69 
4.94 
6.14 
2.52 
1.23 



name 
name 
name 



name 
name 
name 
name 
name 
name 
name 
name 
name 



05 
43 
,33 
.99 
.66 
.45 
.21 
.22 
5.66 
5.22 
4.94 
4.81 
4.12 
6.44 
6.40 
5.30 
4.81 



1.06 
1.18 
1.15 
1.05 
0.85 
0.83 
0.80 
0.80 
0.61 
0.68 
0.61 
0.50 
0.52 
0.57 
0.73 
0.44 
0.76 
0.66 
0.98 
1.61 
1.11 
0.85 
1.45 
1.45 
1.27 
0.95 
0.78 
0.02 
0.00 
*0.02 
0.03 
0.13 
0.02 
0.06 
0.02 
0.09 
0.36 
0.38 
0.37 
0.35 
0.22 
0.31 
0.35 
0.33 
0.55 
0.30 
0.08 
0.40 
0.03 
0-31 
0.O3 
0.34 
1.03 
0.79 
0.64 
1.05 
1.23 
1.32 
1.45 
1.19 
0.95 
0.74 
1.14 
0.64 
0.02 
0.00 
0.08 
0.02 
0.01 
0.13 



15 
10 
05 
08 
23 
0.23 
0.19 
0.22 
0.15 
0.23 
0.26 
0.31 
0.28 



1.06 
1.18 
1.14 
1.04 
0.85 
0.82 
0.81 
0.79 
0.62 
0.68 
0.61 
0-49 
0.52 
0.57 
0.72 
0.44 
0.76 
0.67 
0.99 
1.61 
1.11 
0.85 
1.44 
1.45 
1.27 
0.95 
0.78 
0.02 
0.01 
0.02 
0.04 
0.13 
0.02 
0.07 
0.02 
0.09 
0.35 
0.37 
0.36 
0.36 
0.23 
0.30 
0.34 
0.33 
0.56 
0.30 
0.09 
0.40 
0.02 
0.32 
0.02 
0.34 
1.03 
0.78 
0.64 
1.04 
1.23 
1.32 
1.45 
1.20 
0.95 
0.75 
1.14 
0.63 
0.02 
0.00 
0.08 
0.01 
0.01 
0.13 
0.14 
0.10 
0.06 
0.07 
0.23 
0.23 
0.19 
0.22 
0.11 
0.23 
0.26 
0.30 
0.28 



82 



15 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(begid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
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and resid 
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and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
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and resid 
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name CA ) 
name CA ] 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA > 
name CA ) 
name CA ) 
name CA ) 
name CA J 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA > 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA > 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA > 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 



(segid 3A4 
(segid 3A4 
(seqid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(3egid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
t segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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and resid 
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and resid 
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and resid 
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and resid 
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and resid 
and resid 
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129 and name H ) 

130 and name H ) 
260 and name CA ) 
260 and name CB ) 
260 and name 0 ) 
263 and name CB ) 
125 and name C I 
125 and name CB ) 

125 and name O ) 

126 and name C ) 
126 and name CA ) 
126 and name N ) 

126 and name O ) 

127 and name C ) 
127 and name CA ) 
127 and name CB ) 
127 and name N 1 

127 and name O ) 

128 and name C ) 
128 and name CA ) 



128 and name CB ) 
128 and name N ) 

128 and name O ) 

129 and name CA ) 
129 and name CB ) 

129 and name N ) 

130 and name CA ) 

130 and name CB ) 

131 and name CA > 

131 and name CB ) 

132 and name CA ) 

132 and name CB ) 

133 and name CA ) 

133 and name CB ) 

134 and name CA ) 

135 and name CA ) 

135 and name CB ) 

136 and name CA ) 

136 and name CB ) 

137 and name CA ) 
140 and name CA ) 

140 and name CB ) 

141 and name CA ) 
147 and name CA ) 

147 and name CB ) 

148 and name CA ) 

149 and name CA ) 

149 and name CB ) 

150 and name CA ) 

151 and name CA ) 

152 and name CA ) 



152 and name CB ) 

153 and name CA ) 

153 and name CB ) 

154 and name CA ) 

156 and name CA ) 

157 and name CA ) 
157 and name CB ) 
252 and name CA ) 

252 and name CB ) 

253 and name CA ) 

254 and name CA ) 

255 and name CA ) 

256 and name CA ) 

257 and name CA ) 

258 and name CA ) 

258 and name CB ) 

259 and name CA ) 

259 and name CB ) 

260 and name CA > 

260 and name CB ) 

261 and name CA ) 

262 and name CA ) 

262 and name CB ) 

263 and name CA } 

263 and name CB ) 

264 and name CA > 

265 and name CA ) 

266 and name CA ) 

267 and name CA ) 

267 and name CB > 

268 and name CA ) 
268 and name CB ) 



4.44 
6.35 
6.39 
6.23 
6.60 
6.42 
1.53 
1.54 
2.38 
4.45 
3.81 
2.45 
5.45 
5.63 
5.46 
5.92 
4.34 
6.70 
5.99 
5.52 
4.99 
4.85 
7.20 
6.27 
5.81 
5.35 
8.99 
9.07 
10.22 
9.66 
10.85 
10.11 
12.64 
12.28 
14.57 
15.56 
14.85 
16.81 
16.16 
18.56 
18.99 
18-57 
17.83 
16.69 
17.10 
17.84 
16.63 
16.90 
14.33 
15.15 
16.73 
17.36 
15.48 
15.08 
14.42 
17.74 
16.45 
15.53 
16.82 
17.32 
16.89 
17.27 
14.72 
11.78 
11.93 
13. OS 
14.32 
10.55 
10.49 
7.61 
7.52 
10.14 
11.21 
11.83 
8.29 
7.06 
8.30 
12.03 
12.24 
10.87 
9.52 
13.22 
13.38 



0.26 
0.27 
1.06 
1.40 
0.B3 
0.51 
0.02 
0.00 
0.03 
0.04 
0.02 
0.06 
0.09 
0.16 
0.05 



0.25 
0.27 
1.06 
1.40 
0.83 
0.52 
0.01 
0.01 
0.02 
0.03 
0.03 
0.05 
0.09 



16 
03 
22 
31 
28 
.37 
.20 
.32 
0.42 
0.43 
0.34 
0.31 
0.32 
0.33 
0.29 
0.35 
0.37 
0.45 
0.50 
0.33 
0.27 
0.24 
0.48 
0.62 



51 
47 
35 
49 
,90 
.50 
.76 
.48 
.16 
0.8B 
1.71 
1.05 
1.45 
1.47 
1.83 
1.66 
1.47 
1.53 
1.62 
1.44 
1.48 
1.19 
1.34 
1.31 
1.33 
1.49 
1.30 
1.30 
1.16 
1.11 
1.36 
1.58 
1.31 
1.22 
1.24 
0.97 
0.95 
0.98 
1.02 
0.76 
0.47 
0.43 
0.59 
0.67 



15 
06 
17 
,04 
.22 
0.31 
0.28 
0.37 
0.19 
0.31 
0.41 
0.43 
0.34 
0.30 
0.33 
0.33 
0.29 
0.35 
0.37 
0.45 
0.49 
0.33 
0.28 
0.24 
0.48 
0.62 
0.51 
0.46 
0.35 
1.49 
0.90 
1.50 
0.76 
1.48 
2.16 
0.88 
1.70 
1.06 
1.44 
1.46 
1.82 
1.67 
1.47 
1.54 
1.62 
1.45 
1.48 
1.20 
1.34 
1.32 
1.33 
1.49 
1.30 
1.30 
1.17 



.10 
.35 
.57 
.32 
.22 
.24 



0.97 
0.94 
0.99 



02 
.77 
.47 
.42 
.59 
.67 
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10 



15 



assign (segid 3A4 and resid 125 and name £ , (segid 3A4 and resid 269 and name CA > 
assxgn (segid 3A4 and resxd 125 and name CA segxd ^ ^ ^ ) 

assign (segxd 3A4 and resxd 125 and name CA segxd 3Aj a ^ ^ ^ ) 

assign (segxd 3A4 and resxd 125 and name CA segid an 27J and name CB > 

assign (segxd 3A4 and resxd 125 and name CA segxd £ ^ ^ ^ , 

assign KS5 Si S 222 S - ^ S ! S 3A4 and resid 272 and name CB > 
assxgn (segid 3A4 and resxd 125 and name CA ) 
assign (segid 3A4 and resxd 125 and name CA ) 
assign (segid 3A4 and resid 125 and name CA 
assxgn (segid 3A4 and resxd 125 and name CA 
assxgn (segxd 3A4 and resxd 125 and name CA 
assxgn (segxd 3A4 and resxd 125 and name CA 
assxgn (segxd 3A4 and resxd 125 and name CA 



(segxd 3A4 and resid 277 and name CA 

(segxd 3A4 and resid 277 and name CB ) 

(segxd 3A4 and resxd 2B0 and name CB ) 

(segxd 3A4 and resxd 305 and name CA ) 

(segid 3A4 and resxd 305 and name CB ) 

(segid 3A4 and resid 308 and name CB ) 

(segid 3A4 and resid 309 and name CA ) 



assxgn \»ey-«-« — «- 7- -~- ^ x i seq id 3A4 and resxd 309 and name CB ) 

assxgn (segxd 3A4 and resxd 125 and name CA segid ^ ^ ^ } 

assign (segxd 3A4 and resxd 125 and name CA segid 3A ^ ^ ^ cb ) 

assxgn (segxd 3A and resid 125 and name CA seg anrf ^ ^ ^ 



20 



25 



30 



assxgn (segxd 3A4 and resid 125 and name CA ) 
assign segxd 3A4 and resxd 125 and name CA 
assxgn (segxd 3A4 and resxd 125 and name CA ) 
assign (segxd 3A4 and resxd 125 and name CA ) 
assign (segxd 3A4 and resxd 125 and name CA 
assign (segxd 3A4 and resxd 125' and name CA ) 
assign (segxd 3A4 and resxd 125 and name CA ) 
assxgn (segxd 3A4 and resxd 125 and name CA 
assxgn (segxd 3A4 and resxd 125 and name CA ) 
assxgn (segxd 3A4 and resxd 125 and name CA 
assign (segid 3A4 and resxd 125 and name CA 
assxgn (segxd 3A4 and resxd 125 and name CA 
assign (segxd 3A4 and resxd 125 and name CA 
assxgn (segxd 3A4 and resxd 125 and name CA 
assign (segxd 3A4 and resxd 125 and name CA 

13 1 3 . I -1 ^ C «,«*4 name PA 1 



(segid 3A4 and resid 313 and name CA 
(segxd 3A4 and resxd 313 and name CB 

and resid 316 and name CA ) 
and resid 318 and name CA ) 
and resid 318 and name CB ) 
sse qia m and resid 396 and name CA ) 
(segid 3A4 and resxd 396 and name CB 
(segxd 3A4 and resxd 397 and name CA ) 
(segxd 3A4 and resxd 397 and name CB ) 
(segid 3A4 and resxd 398 and name CA ) 
(segxd 3A4 and resxd 398 and name CB ) 
■ and resxd 399 and name CA ) 
and resxd 399 and name CB ) 
and resxd 400 and name CA ) 
and resxd 400 and name CB ) 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



assxgn (segxd 3A4 and resxd 125 and name CA segxa ™ ^ ^ ^ , 

assxgn (segxd 3A4 and resxd 125 and name CA ) (segid 3A4 and ^ ^ ^ ^ 

and resxd 402 and name CB ) 



35 



40 



15.94 
15.72 
14.81 
15.75 
14.82 
18.66 
18.68 
18.48 
17.87 
18,37 
18.54 
17.78 
18.02 
16.64 
16.32 
17.06 
15.70 
17.77 
17.97 
17.99 
17.00 
15.68 
16.88 
16.89 
14.74 
15.25 
16.13 
17.60 
15.68 
16.34 
12.00 
11.45 
11.68 
14.24 
15.64 
13.04 



1111% Hgxd 3A4 and resxd 125 and name CA segid 3A4 

assxgn (segid 3A4 and resxd 125 and name CA segid 3A4 name ^ , 

assxgn {segxd 3A4 and resid 125 and name CA segid 3A4 ana name CB ) 13.04 

assxgn (segxd 3A4 and resxd 125 and nan* CA segid 3A4 ana ^ ^ , 9 „ 

assxgn (segxd 3A4 and resxd 125 and name CA segid 3A* ^ ^ ^ } 

assxgn (segxd 3A4 and resxd 125 and name CA segia J/w a ^ ^ , u „ 

assxgn (segxd 3A4 and resxd 125 and name CA segid 3A« an ^ ^ , 1217 

assxgn (segxd 3A4 and resxd 125 and name CA segid 3A4 ana ^ ^ ) ^ ^ 

assign (segxd 3A4 and resxd 125 and name CA segxd 3A4 ana re na me CA ) 12.57 

assxgn (segxd 3A4 and resxd 125 and name CA segxd 3 ^ B „ d name m , - 

assxgn (segxd 3A4 and resxd 125 and name CA seal an(j resid ^ ^ name ^ 



45 assxgn (segxd 3A4 and resxd 125 and name CA ) 
assxgn (segxd 3A4 and resxd 125 and name CA 
assxgn (segxd 3A4 and resxd 125 and name CA ) 
assxgn (segxd 3A4 and resxd 125 and name CA 
assign (segid 3A4 and resxd 125 and name CA 
50 assign (segid 3A4 and resxd 125 and name CA ) 
assxgn (segid 3A4 and resxd 125 and name CA 
assign (segid 3A4 and resid 125 and name CA ) 
assxgn (segid 3A4 and resid 125 and name CA 
assxgn (segid 3A4 and resxd 125 and name CA 
55 assign (segid 3A4 and resxd 125 and name CA ) 
" assign (segid 3A4 and resxd 125 and name CA ) 



(segid 3A4 and resxd 408 and name CA ) 
(segid 3A4 and resxd 408 and name CB ) 
(segid 3A4 and resxd 409 and name CA ) 
(segid 3A4 and resxd 409 and name CB ) 
(segid 3A4 and resxd 410 and name CA 
(segid 3A4 and resxd 411 and name CA ) 
(segxd 3A4 and resxd 411 and name CB ) 
(segid 3A4 and resxd 412 and name CA > 
(segxd 3A4 and resxd 413 and name CA ) 
(segid 3A4 and resxd 414 and name CA > 
(segid 3A4 and resxd 415 and name CA ) 
(segid 3A4 and resxd 415 and name CB ) 
(segid 3A4 and resxd 416 and name CA ) 



12.57 
11.94 
10.58 
9.62 
13.78 
14.45 
15.91 
14.42 
13.31 
14.08 
16.44 
14.43 
15.65 
16.76 
15.60 



0.59 
0.53 
0.49 
0.59 
0.61 
0.57 
0.63 
0.33 
0.38 
0.31 
0.75 
0.78 
0.75 
0.89 
0.97 
0.85 
0.84 
0.95 
0.96 
1.01 
1.42 
1.41 
0.86 
0.86 
1.02 
1.13 
0.90 
0.91 
0.76 
0.80 
0.77 
0.81 
0.76 
0.60 
0.59 
0.58 
0.68 
0.49 
0.51 
0.74 
0.79 
0.58 
0.66 
0.73 
0.68 
0.55 
0.56 
0.53 
0.66 
0.97 
1.13 
0.78 
0.68 
0.68 
0.83 
0.79 
0.87 



60 



65 



70 



75 



assign isegid 3A4 and resxd 125 and name CA » (segia « „ — — — — ~ J 17 . 5 s 1.47 

assxgn (segid 3A4 and resxd 125 and name CA segxd ^ ^ ^ ) ^ 16 

assign (segid 3A4 and resxd 125 and name CA ) f*^° fj" 42S d name ca ) 17 .09 0.94 

sss a sj and sss s and = | a g i S5 =S = S ! BlX ss 

SSS a aS a and Tesxd £ =S SS S 1 !=£ ?: S SSS 433 «, n^e CA , 16.35 1.3B 



assxgn (segid 3A4 and resxd 125 and name CA > 
assxgn (segid 3A4 and resxd 125 and name CA ) 
assign (segxd 3A4 and resid 125 and name CA ) 
assxgn (segid 3A4 and resxd 125 and name CA ) 
assxgn (segxd 3A4 and resxd 125 and name CA ) 
assxgn (segxd 3A4 and resid 125 and name CA J 
assxgn (segxd 3A4 and resid 125 and name CA ) 
assxgn (segid 3A4 and resid 125 and name CB ) 
assign (segxd 3A4 and resxd 125 and name CB ) 
assxgn (segxd 3A4 and resid 125 and name CB ) 
assxgn (segxd 3A4 and resid 125 and name CB ) 
assxgn (segxd 3A4 and resxd 125 and name CB ) 



(segid 3A4 and resxd 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resxd 436 and name CA ) 
(segxd 3A4 and resid 437 and name CA ) 
and resid 438 and name CA ) 
and resid 439 and name CA ) 
and resid 440 and name CA ) 
and resad 126 and name C ) 
and resid 126 and name CA ) 
and resid 126 and name N ) 
and resid 126 and name 0 ) 
and resid 127 and name C ) 



(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 



assign (segxd 3A4 and resxd 125 and name ^ £ ^ and name ^ , 

assxgn (segid 3A4 and resxd 125 and name CB segid » ^ ^ ^ CB 
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assign \ ocyxu j*\t catiu - — 

assxgn (segid 3A4 and resxd 125 and name CB 

assxgn (segid 3A4 and resxd 125 and name CB 

assign (segxd 3A4 and resxd 125 and name CB ) 

assign (segxd 3A4 and resid 125 and name CB ) 

assign (segxd 3A4 and resxd 125 and name CB ) 

assign (segid 3A4 and resid 125 and name CB 

assign (segid 3A4 and resid 125 and name CB ) 



and resid 127 end name CB ) 
and resid 127 and name N I 
and resid 128 and name C ) 
and resid 128 and name CA ) 
, 58giU JM and resxd 128 and name CB ) 
(segid 3A4 and resid 128 and name N J 
(segid 3A4 and resid 129 and name CA ) 



(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 



13.92 
12.73 
12.76 
11.68 
10.97 
11.67 
11.79 
5.42 
4.42 
3.11 
6.38 
7.03 
6.80 
7.31 
5.56 
7.21 
6.91 
6.32 
6.30 
7.10 



0.59 
0.53 
0.49 
0.59 
0.61 
0.56 
0.64 
0.32 
0.39 
0.32 
0.74 
0.78 
0.75 
0.89 
0.97 
0.86 
0.85 
0.95 
0.96 
1.01 
1.42 
1.41 
0.86 
0.86 
1.02 
1.13 
0.90 
0.91 
0.76 
0.79 
0.77 
0.81 
0.75 
0.61 
0.60 
0.58 
0.69 
0.49 
0.50 
0.73 
0.78 
0.58 
0.65 
0.74 
0.67 
0.55 
0.56 
0.53 
0.66 
0.97 
1.14 
0.78 
0.68 
0.67 
0.B3 
0.78 
0.87 
1.46 
1.16 
0.94 
0.33 
0.83 
1.38 
1.37 
0.54 
0.94 
0.B1 
0.79 
0.42 
0.56 
0.12 
0.13 
0.17 
0.15 
0.14 
0.04 
0.14 
0.08 
0.34 
0.30 
0.43 
0.19 
0.45 



1.37 
0.54 
0.94 
0.82 
0.78 
0.41 
0.57 
0.11 
0.13 
0.17 
0.16 
0.14 
0.04 
0.13 
0.08 
0.33 
0.31 
0.42 
0.19 
0.45 
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assagn (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 129 and name CB) 6.36 0.49 0.48 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 129 and name N ) 6.41 0.36 0.36 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 130 and name CA ) 9.91 0.32 0.32 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 130 and name CB ) 9.98 0.31 0.30 
5 assign {segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 131 and name CA ) 11.48 0.34 0.33 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 131 and name CB ) 11.22 0.28 0.28 
assign (segid 3A4 and re3id 125 and name CB ) (segid 3A4 and resid 132 and name CA ) 11.95 0.37 0.3"? 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 132 and name CB ) 11.13 0.39 0.40 
assign (segid 3A4 and resad 125 and name CB ) (segid 3A4 and resid 133 and name CA > 13.50 0.51 0.50 
10 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 133 and name CB ) 13.01 0.56 0.51 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 134 and name CA ) 15.62 0.33 0.33 
assign (segid 3A4 and resid 125 and name CB > (segid 3A4 and resid 135 and name CA ) 16.74 0.28 0.29 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 135 and name CB ) 16.09 0.23 0.23 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 136 and name CA ) 17.78 0.53 0.53 
15 assign (segid 3A4 and resid 125 and name CB 1 (segid 3A4 and resid 136 and name CB ) 17.04 0.68 0.67 
assign (segid 3A4 and resid 125 and name CB J (segid 3A4 and rosid 147 and name CA ) 17.94 0.85 0.85 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 150 and name CA ) 15.65 0.85 0.84 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 151 and name CA ) 16.45 1.53 1.52 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and re3id 152 and name CA ) 18.02 1.17 1.16 
20 assign (segid 3A4 and resid 125 and name CB > (segid 3A4 and resid 153 and name CA ) 16.69 1.67 1.68 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 153 and name CB ) 16.30 2.04 2.03 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 154 and name CA ) 15.59 1.40 1.40 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 157 and name CA ) 17.39 1.61 1.60 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 157 and name CB ) 16.47 1.66 1.66 
25 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 252 and name CA > 17.80 1-68 1.69 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 253 and name CA ) 17.75 1.52 1.53 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 255 and name CA ) 15.36 1.61 1.62 
assign (segid 3A4 and re3id 125 and name CB ) (segid 3A4 and resid 256 and name CA ) 12.56 1.62 1.63 
assign (segid 3A4 and resid 125 and name CB > (segid 3A4 and resid 257 and name CA ) 12.47 1.92 1.92 
30 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 258 and name CA) 13.25 1.74 1.74 
assign (segid 3A4 and resid 125 and name CB J (segid 3A4 and resid 258 and name CB ) 14.52 1.71 1.71 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 259 and name CA ) 10.68 1.51 1.52 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 259 and name CB ) 10.73 1.37 1.38 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 260 and name CA ) 7.80 1.81 1.81 
35 assign (segid 3A4 and resid 125 and name CB > (segid 3A4 and resid 260 and name CB ) 7.94 2.00 2.00 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 261 and name CA ) 9.97 1.84 1.84 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 262 and name CA ) 10.76 1.63 1.64 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 262 and name CB ) 11.44 1.61 1.61 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 263 and name CA > 7.66 1.26 1.27 
40 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 263 and name CB ) 6.56 1.19 1.20 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 264 and name CA ) 7.57 1.40 1.39 
assign (segid 3A4 and resid 125 and name CB ) Isegid 3A4 and resid 265 and name CA ) 11.23 1.39 1.40 
assign (segid 3A4 and resid 12S and name CB ) (segid 3A4 and resid 266 and name CA ) 11.26 0.96 0.97 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 267 and name CA ) 9.74 0.53 0.54 
45 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 267 and name CB ) 8.40 0.47 0.48 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 268 and name CA ) 12.16 0.76 0.76 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 268 and name CB) 12.41 0.91 0.92 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 269 and name CA ) 14.83 0.75 0.75 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 270 and name CA ) 14.49 0.56 0.57 
50 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 270 and name CB ) 13.58 0.S1 0.50 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 271 and name CA ) 14.52 0.62 0.63 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 271 and name CB ) 13.63 0.64 0.64 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 272 and name CA ) 17.46 0.65 0.65 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 272 and name CB ) 17.54 0,77 0.76 
55 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 276 and name CB ) 19.15 0.54 0.55 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 277 and name CA ) 17.21 0.31 0.31 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 277 and name CB ) 16.59 0.39 0.38 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 280 and name CA ) 18.55 0.24 0.25 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 280 and name CB ) 17.22 0.22 0.21 
60 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 281 and name CA ) 18.53 0.41 0.42 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 281 and name CB ) 18.45 0.33 0.33 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 305 and name CA ) 17.60 0.79 0.79 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 305 and name CB ) 16.88 0.83 0.82 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 306 and name CA ) 18.86 0.88 0.88 
65 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 308 and name CA ) 17.78 0.85 0.85 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 308 and name CB ) 16.99 0.80 0.80 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 309 and name CA ) 15.84 1.06 1.07 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 309 and name CB ) 15.59 1.12 1.13 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 312 and name CA ) 16.21 1.12 1,13 
70 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 312 and name CB ) 14.84 1.09 1.10 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 313 and name CA ) 17.16 1.29 1.29 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 313 and name CB ) 17.43 1.30 1.29 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 316 and name CA ) 17.34 1.39 1.39 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 318 and name CA) 16.77 1.89 1.89 
75 assign {segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 318 and name CB > 15.48 1.87 1,87 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 end resid 396 and name CA ) 17.08 0.94 0.94 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 396 and name CB ) 17.21 0.95 0.96 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 397 and name CA ) 14.79 1.18 1.19 
assign (segid 3A4 and resad 125 and namo CB ) (segid 3A4 and xesid 397 and name CB ) 15.28 1.34 1.35 
80 assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 398 and name CA ) 15.88 1.03 1.04 
assign (segjd 3A4 and resid 125 and name CB ) (segid 3A4 and resid 398 and name CB ) 17.31 1.05 1.06 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 and resid 399 ana name CA) 15.53 0.77 0.77 
assign (segid 3A4 and resid 125 and name CB ) (segid 3A4 end resid 399 and name CB ) 16.29 0.78 0.78 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assiqn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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(segid 
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(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
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(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(aegid 
(segid 
(segid 
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3A4 and 
3A4 and 
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3A4 and 
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resid 
resid 
re3id 
resid 
resid 
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resid 
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1.24 
3.16 
2.45 
3.71 
1.33 
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4.94 
4.79 
5.54 
3.58 
5.99 
5.53 
5.12 
4.96 

4.33 

6.74 
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5.87 

5.41 

4.89 

7.31 

6.37 

6.77 

5.85 

5.02 

4.61 

5.98 
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2.37 
4.52 
3.84 
4.89 
2.47 
5.33 
5.83 
5.76 
6.22 
4.66 
6.95 
6.24 
5.62 
5.05 
4.99 
7.46 
6.61 
6.40 
5.74 
8.81 
8.70 
7.61 

10.41 
10.10 
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10.84 
12.84 
14.57 
14.14 
16.11 
15.60 
17.18 
18.68 
18.13 
18.17 
17.58 
16.36 
16.96 
15.76 
15.98 
13.40 
14.21 
15.39 
16.07 
13.66 
13.28 
12.60 
14.82 
15.63 
15.53 
15.55 
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1.23 
1.47 
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0.01 
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0.19 
0.17 
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0.29 
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0.18 
0.29 
0.36 
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0.53 
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0.66 
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1.05 
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0.03 
0.05 
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0.06 
0.05 
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0.18 
0.23 
0.29 
0.20 
0.21 
0.23 
0.31 
0.38 
0.36 
0.33 
0.24 
0.21 
0.25 
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0.31 
0.29 
0.31 
0.41 
0.26 
0.20 
0.32 
0.36 
0.57 
0.49 
0.45 
0.99 
0.61 
1.16 
1.14 
2.76 
3.34 
1.37 
0.85 
1.86 
2.55 
2.32 
2.70 
1.02 
1.33 
1.33 
1.92 
2.52 
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0.17 
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0.29 
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0.07 
0.24 
0.21 
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0.29 
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0.33 
0.24 
0.21 
0.25 
0.28 
0.31 
0.30 
0.32 
0.42 
0.25 
0.19 
0.32 
0.35 
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(segid 3A4 and res id 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA > 
(segid 3A4 and resid 126 and name CA ) 
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(segid 3A4 and resid 126 and name CA > 
(segid 3A4 and resid 126 and name CA ) 
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(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
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(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name CA 
(3egid 3A4 and resid 126 and name CA 
(segid 3A4 and resid 126 and name CA . 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
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(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA > 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA > 
(segid 3A4 and resid 126 and name CA J 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA J 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA J 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 



(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA > 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name C ) 
( segid 3A4 and resid 259 and name CA > 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name O ) 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA > 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 260 and name 0 ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 261 and name N ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 



13.93 
12.99 
14.35 
14.15 
17.17 
17.70 
17.68 
16.77 
17.42 
14.27 
14.84 
13.98 
14.31 
12.02 
8.96 
8.89 
10.13 
11.40 
6.74 
8.02 
8.08 
6.60 
5.60 
5.04 
4.82 
6.07 
5.31 
7.65 
6.73 
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(segid 3A4 and resid 267 and name CA 
(segid 3A4 and resid 267 and name CB . 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 269 and name CA ) 
{segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and iesid 271 and name CA 1 
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(segid 3A4 and resid 271 and name CB ) 
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(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB > 
(segid 3A4 and resid 319 and name CA ) 
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(segid 3A4 and resid 319 and name CB . 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB J 
(segjd 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB > 
(segid 3A4 and resid 405 and name CA ) 



10.68 
11.42 
10.90 
9.74 
12.97 
12.86 
15.51 
15.93 
15.15 
16.34 
15.42 
15.63 
15.34 
15.66 
14.42 
15.85 
16.03 
15.97 
16.81 
14.35 
13.02 
16.79 
16.88 
19.02 
19.16 
19.14 
18.60 
16.99 
17.38 
18.65 
18.12 
15.27 
15.18 
12.85 
13.12 
14.69 
16.14 
14.80 
15.47 
11.16 
10.33 
10.78 
13.94 
15-26 
13.33 
13.29 
10*13 
8.78 
11.91 



1.61 
1.64 
1.85 
2.19 
1.38 
1.32 
1.72 
1.51 
1.61 
1.79 
1.95 
1.43 
1.20 
1.04 
1.29 
1.18 
0.45 
0.49 
0.24 
0.19 
0.21 
0.53 
0.28 
0.16 
0.65 
0.18 
0.59 
0.26 
0.20 
0.62 
0.56 
1.21 
1.29 
1.04 
0.93 
1.29 
1.57 
1.63 
1.31 
1.17 
1.37 
1.52 
1.54 
1.60 
1-54 
1.06 
0.98 
1.12 
1.16 
0.79 
0.71 
0.87 
0.69 
0.57 
0. 60 
0.70 
0.73 
0.26 
0.14 
0.18 
0.42 
0.44 
0.19 
0.25 
0.25 
0.29 
0.29 
0.24 
0.18 
0.53 
0.52 
0.67 
0.62 
0.74 
0.66 
0.88 
1.04 
1 .00 
1.13 
1.08 
1.24 
1.19 
1.18 



1.61 
1.63 
1.86 
2.18 
1.37 
1.33 
1.71 
1.51 
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1.78 
1.94 
1.43 
1.19 
1.04 
1.28 
1-17 
0.45 
0.48 
0.24 
0-18 
0.21 
0.52 
0.28 
0.16 
0.65 
0.18 
0.60 
0.26 
0.19 
0.63 
0.57 
1.20 
1.30 
1.05 
0.93 
1.29 
1.58 
1.63 
1.31 
1.17 
1.36 
1.52 
1.54 
1.60 
1.55 
1.07 
0.98 
1.13 
1.15 
0.79 
0.71 
0.86 
0.70 
0.57 
0.61 
0.69 
0.74 
0.26 
0.14 
0.17 
0.43 
0.44 
0.19 
0.24 
0.24 
0.29 
0.29 
0.24 
0.19 
0.53 
0.52 
0.67 
0.61 
0.73 
0.67 
0.87 
1.03 
1.00 
1.13 
1.08 
1.24 
1.19 
1.18 
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(segid 3A4 
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(segid 3A4 
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and res id 126 and name CA 
and resid 126 and name CA 
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and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name CA 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 
and resid 126 and name N 



) (segid 3A4 and resid 405 and name CB ) 
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and resid 126 and name O 
and resid 126 and name O 
and resid 126 and name O 
and resid 126 and name O 
and re3id 126 and name O 



and tesid 126 and name 
and resid 126 and name 
and resid 126 and name 
and resid 126 and name 
and resid 126 and name 
and resid 126 and name 
and resid 126 and name 
and resid 126 and name 
and resid 126 and name 
and resid 127 and name 
and resid 127 and name 
and resid 127 and name 



) 
> 
J 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 126 and name O 
(segid 3A4 and resid 127 and name C 
(segid 3A4 and resid 127 and name CA 
(segid 3A4 and resid 127 and name CB 
(segid 3A4 and resid 127 and name N 
(segid 3A4 and resid 127 and name O 
(segid 3A4 and resid 128 and name C 
(segid 3A4 and resid 128 and name CA . 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 128 and name N ) 
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(segid 3A4 and resid 260 and name O ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name H ) 
(segid 3A4 and resid 127 and name C ) 
(segid 3A4 and resid 127 and name CA ) 
tsegid 3A4 and tesid 127 and name CB ) 



\ beyiu «wi o**v» . — 

(segid 3A4 and resid 127 and name N 
(segid 3A4 and resid 127 and name O 
(segid 3A4 and resid 128 and name C 
(segid 3A4 and resid 128 and name CA 
(segid 3A4 and resid 128 and name CB 
(segid 3A4 and resid 128 and name N 
(segid 3A4 and resid 128 and name O 
(segid 3A4 and resid 129 and name C 
(segid 3A4 and resid 129 and name CA 
(segid 3A4 and resid 129 and name CB 
(segid 3A4 and resid 129 and name N 
(segid 3A4 and resid 129 and name O 
(segid 3A4 and resid 130 and name C , 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name N ) 
(segid 3A4 and resid 130 and name O ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name N ) 
(segid 3A4 and xesid 256 and name C ) 
(segid 3A4 and resid 256 and name O ) 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 127 and name O ) 
(segid 3A4 and resid 128 and name C ) 



12.36 
15.14 
14.14 
13.53 
12.38 
11.22 
15.41 
15.80 
16.87 
15.84 
16.47 
16.23 
16.77 
15.79 
15.58 
17.34 
18.05 
14.28 
11.59 
11.12 
11.53 
11.26 
11.13 
12.80 
13.45 
2.46 
1.46 
3.54 
4.82 
4.23 
5.00 
2.80 
5.82 
5.95 
5.66 
5.78 
4.60 
7.15 
6.85 
5.96 
5.41 
5.16 
7.53 
6.57 
6.48 
6.01 
5.78 
7.13 
6.05 
6.21 
6.97 
3.18 
2.78 
4.22 
2.25 
3.53 
4.72 
4.87 
5.85 
3.85 
5.61 
4.75 
4.64 
4.57 
4.09 
5.94 
5.71 
4.78 
4.25 
3.93 
6.89 
6.71 
6.70 
5.49 
6.77 
5.95 
5.62 
4.57 
4.24 
5.31 
2.50 
1.25 
3.09 



1.15 
1.23 
1.39 
1.41 
1.52 
1.54 
1.58 
1.55 
1.57 
1.67 
1.43 
1.49 
1.95 
1.15 
1.08 
1.56 
1.41 
0.78 
0.83 
1.12 
1.70 
1.55 
1.71 
1.07 
1.35 
0.03 
0.02 
0.02 
0.10 
0.09 
0.14 
0.-09 
0.14 
0.13 
0.15 
0.20 
0.13 
0.12 
0.14 
0.12 
0.15 
0.11 
0-34 
0.23 
0.44 
0.57 
1.07 
0.60 
0.26 
0.63 
0.44 
0.12 
0.04 
0.04 
0.01 
0.06 
0.30 
0.28 
0.24 
0.26 
0.31 
0.40 
0.27 
0.24 
0.30 
0.42 
0.40 
0.49 
0.44 
0.46 
0.41 
0.32 
0.26 
0.33 
0.48 
0.40 
1.15 
1.05 
0.57 
0.87 
0.04 
0.02 
0.10 



1.16 
1.23 
1.39 
1.40 
1.52 
1.53 
1.57 
1.56 
1.58 
1.67 
1.43 
1.48 
1.95 
1.15 
1.08 
1.55 
1.41 
0.78 
0.83 
1.12 
1.69 
1.55 
1.70 
1.07 
1.35 
0.03 
0.02 
0.01 
0.10 
0.09 
0.14 
0.09 
0.14 
0.13 
0.16 
0.19 
0.13 
0.13 
0.14 
0.11 
0.14 
0.11 
0.33 
0.23 
0.44 
0.57 
1.07 
0.59 
0.25 
0.64 
0.44 
0.12 
0.04 
0.05 
0.01 
0.06 
0.30 
0.28 
0.25 
0.26 
0.32 
0.41 
0.28 
0.23 
0.29 
0.41 
0.41 
0.49 
0.43 
0.46 



.42 
31 
.26 
.34 
.48 
.39 
.15 
05 
57 



0.87 
0.04 
0.01 
0.11 



89 



assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and resid 121 and name C 
assign (segid 3A4 and resid 127 and name C 
5 assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and resid 127 and name c 
10 assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and re&id 127 and name C 
assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and resid 127 and name C 
assign (segid 3A4 and resid 127 and name 
15 assign (segid 3A4 and resid 127 and name 
assign (segid 3A4 and resid 127 and name 
assign (segid 3A4 and resid 127 and name 
assign (segid 3A4 and resid 127 and name 
assign (segid 3A4 and resid 127 and name 
20 assign (segid 3A4 and resid 127 and name 
assign (segid 3A4 and resid 127 and name 
assign (segid 3A4 and resid 127 and name 
assign (segid 3A4 and resid 127 and name 
assign (segid 3A4 and resid 127 and name CA 
25 assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA > 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA ) 
30 assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA 
35 assian (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assiqn (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA > 
assian (segid 3A4 and resid 127 and name CA 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA J 
assign (segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA > 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA } 
(segid 3A4 and resid 127 and name CA > 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign I segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
75 assign (segid 3A4 and resid 127 and name CA ) 
assign I segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA > 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
80 assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 



(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CD ) 
(aegid 3A4 and resid 128 and name N ) 
(segid 3A4 and resid 128 and name O ) 
(segid 3A4 and resid 129 and name C ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name N ) 
(segid 3A4 and resid 129 and name O ) 
(segid 3A4 and resid 130 and name C ) 
(segid 3A4 and resid 130 and name CA ) 
isegid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name N ) 
(segid 3A4 and resid 130 and name O ) 
(segid 3A4 and resid 131 and name C ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name N ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 256 and name O ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 127 and name C ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 127 and name O ) 
(segid 3A4 and resid 128 and name C ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 128 and name N ) 
(segid 3A4 and resid 128 and name O ) 
(segid 3A4 and resid 129 and name C ) 
(segid 3A4 and resid 129 and name CA ) 



40 



45 



50 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



55 



60 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



\ icyiu «-"•— __ 

(segid 3A4 and resid 129 and name CB 
(segid 3A4 and resid 129 and name N 
(segid 3A4 and resid 129 and name O 
(segid 3A4 and resid 130 and name C 
(segid 3A4 and resid 130 and name CA 
(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name N 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name N J 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA J 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 147 and name CA ) 
(segid 3A4 and resid 147 and name CB > 
(segid 3A4 and resid 148 and name CA ) 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA > 
(•segid 3A4 and resid 156 and name CB J 
(*>egid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and tesid 248 and name CA ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 



2.44 
3.68 
1.34 
3.93 
4.89 
4.66 
5.42 
3.44 
5.86 
5.46 
5.31 

5.26 

4.45 

6.65 

6.24 

5.25 

4.64 

4.55 

7.31 

7.32 

6.05 

7.30 

6.11 

1.52 

I. 53 
2.42 
4.50 
3.81 
4.80 
2.44 
5.40 
5.96 
5.73 
6.18 
4.58 
7.01 
6.42 
6.08 
5.68 
5.31 
6.42 
5.80 
5.66 
8.75 
8.79 

10.60 
10.42 

II. 16 
12.34 
11.74 
14.57 
14.37 
15.86 
16.70 
16.01 
17.45 
15.48 
14.83 
14.77 
15.61 
14.02 
14.75 
14.96 
13.07 
13.18 
10.88 
11.72 
12.91 
13.53 
11.46 
11.10 
10.42 
12.75 
13.49 
13.70 
13.71 
12.45 
11.50 
17.27 
18.68 
17.43 
17.56 
18.86 



0.02 
0.03 
0.01 
0.13 
0.17 
0.14 
0.16 
0.13 
0.14 
0.29 
0.34 
0.40 
0.29 
0.28 
0.28 
0.28 
0.25 
0.28 
0.29 
0.25 
0.30 
0.38 
0.71 
0.01 
0.01 
0.03 
0.10 
0.04 
0.02 
0.03 
0.13 
0.22 
0.13 
0.14 
0.10 
0.19 
0.40 
0.45 

o.ss 

0.36 
0.38 
0.36 
0.38 
0.31 
0.26 
0.30 
0.23 
0.52 
0.39 
0.38 
0.38 
0.43 
0.49 
0.55 
0.63 
1.08 
1.08 
0.59 
2.49 
2.91 
1.24 
1.34 
1.51 
2.18 
2.84 
1.12 
1.43 
0.98 
1.50 
1.22 
1.56 
2.17 
2.23 
1.96 
1.39 
1.32 
2.01 
2.11 
1.21 
0.93 
0.70 
0.25 
0.22 



0..02 
0.02 
0.01 
0.13 
0.18 
0.15 
0.15 
0.13 
0.14 
0.29 
0.33 
0.39 
0.29 
0.29 
0.28 
0.28 
0.25 
0.28 
0.28 
0.25 
O.30 
0.38 
0.71 
0.02 
0.01 
0.02 
0.09 
0.04 
0.03 
0.03 
0.14 
0.22 
0.13 
0.15 
0.10 
0.20 
0.41 
0.46 
0.55 
0.36 
0.37 
0.36 
0.37 
0.32 
0.25 
0.29 
0.22 
0.53 
0.39 
0.37 
0.39 
0.43 
0.49 
0.56 
0.64 
1.08 
1.09 
0.59 
2.49 
2.90 
1.24 
1.33 
1.51 
2.17 
2.84 
1.13 
1.44 
0.98 
1.49 
1.22 
1.56 
2.18 
2.22 
1.95 
1.40 
1.31 
2.01 
2.11 
1.21 
0.92 
0.70 
0.25 
0.22 



90 



assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 
assign {segid 3A4 and resid 127 
assign (segid 3A4 and resid 127 
assign (segid 3A4 and resid 127 
assign (segid 3A4 and resid 127 
assign (segid 3A4 and resid 127 



10 



15 



20 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
\ a ^ — - - and name CA ) 

(segid 3A4 and resid 127 and name CA > 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA > 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 



(segid 3A4 and resid 251 and name CA > 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA > 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 



(segid 3A4 and resid 127 and name ^ — 260 and name CB , 

iseg^d 3^4 £ SSS S? S3 Tme S ! 3A4 and resid 261 and name CA ) 



(segid 3A4 and resid 127 
(segid 3A4 and resid 127 
(segid 3A4 and resid 127 
(segid 3A4 and res id 127 



and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 



(segid 3A4 and resid 127 and name CA ) 



and name CA ) 
and name CA ) 



25 



30 



35 



40 



45 



50 



assign (segid 3A4 and resid 127 

assign (segid 3A4 and resid 127 

assign (segid 3A4 and resid 127 and name CA ) 

assign (segid 3A4 and resid 127 and name CA ) 

assign (segid 3A4 and resid 127 



(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resxd 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name CA ) 



assign (segid 3A4 and resid 127 and name CA ) isegiu ^ ~~ „ — ^ CB , 
assign (segid 3A4 and resid 127 and name CA segid 3A4 ana resi name CA ) 

assign « ?S =3 S S =2 S= S ! « S. and resid 309 and name CB ) 



assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 

assign (segid 3A4 and resid 127 and name CA — ™ — ^ and naffie ^ ) 

assign (segid 3A4 and resid 127 and name CA segid JA* a cq 
assign (segid 3A4 and resid 127 and name CA ) (segid 3A4 and resia ^ ^ ^ 



isegia j/m o»im - 

(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and lesid 394 and name CA ) 
tsegid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 398 and name CA 
(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 399 and name CA 
(seqid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB > 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB ) 



55 



60 



65 



assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
assian (segid 3A4 and resid 127 and name CA ) 
assign (segid 3A4 and resid 127 and name CA 
assian (seaid 3A4 and resid 127 and name CA ) 
alsign segid 3A4 and resid 127 and name CA 
assign (segid 3A4 and resid 127 and name CA 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



( segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(seqid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA 
seqid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 411 and name CA ) 
segid 3A4 and resid 411 and name CB 
segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 414 and name CA ) 



CA J isegia - —~ — — 

assign Tsegid 2£ "and resid 127 and name CA > (segid 3A4 and resid 433 and name CA 
assign (segid 3A4 and resid 127 and name CA segid 3A4 and res ^ ^ } 

assign (segid 3A4 and resid 127 and name CA segid 3A4 and res ^ ^ j 

assign (segid 3A4 and resid 127 and name CA segid 3A4 and resi ^ ^ ) 

70 assign (segid 3A4 and resid 127 and name CA segid 3A4 and re ^ ^ j 

assign (segid 3A4 and resid 127 and name CA segid 3A4 and rjs ^ ^ ^ ) 
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0.04 
0.02 
0.05 
0.03 
0.15 
0.04 
0.08 
0.15 
0.09 
0.03 
0.11 
0.10 
0.15 
0.05 
0.09 
0.24 
23 
28 
19 
23 
26 
25 



0.16 

0.21 

0.21 

0.30 

0.44 

0.21 

0.21 

0.53 

0.55 

0.36 

0.40 

1.49 

2.06 

1.94 

2.50 

1.12 

0.49 

1.01 

1.95 

2.86 

1.30 

0.83 

1.38 

1.33 

3.29 

1.80 

1.51 

2.67 

1.00 

1.10 

0.79 

0.78 

0.74 

0.56 

0.53 

0.66 

0.74 

0.50 

0.69 

0.68 

0.64 

0.74 

0.47 

0.44 



94 



assign (segid 3A4 and resid 128 and name CA ) 
assxgn [segid 3A4 and resxd 128 and name CA ) 
assign (segid 3A4 and resxd 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
5 assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
10 assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resxd 128 and name CA ) 
assign (segid 3A4 and re3id 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
15 assign (segid 3A4 and resid 128 and name CA } 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and lesid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
20 assign (segid 3A4 and resxd 128 and name CA } 
assign (segid 3A4 and resxd 128 and name CA ) 
assxgn (segid 3A4 and resxd 128 and name CA ) 
assign (segxd 3A4 and resxd 128 and name CA > 
assign (segid 3A4 and resxd 128 and name CA ) 
25 assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resxd 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resxd 128 and name CA ) 
30 assign (segid 3A4 and resxd 128 and name CA ) 
assign (segid 3A4 and re&id 128 and name CA ) 
assxgn j segid 3A4 and resxd 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
35 assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resxd 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resxd 128 and name CA ) 
40 assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segxd 3A4 and resid 128 and name CA ) 
assign (segxd 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
45 assign (segid 3A4 and resxd 128 and name CA ) 
assxgn (segxd 3A4 and resid 128 and name CA ) 
assign (segxd 3A4 and resxd 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segxd 3A4 and resid 128 and name CA ) 
50 assign (segid 3A4 and resid 128 and name CA ) 
assign j segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resxd 128 and name CA ) 
55 assign (segxd 3A4 and resxd 128 and name CA } 
assign {segxd 3A4 and resxd 128 and name CA ) 
assxgn (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
60 assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA ) 
assign (segid 3A4 and resid 128 and name CA } 
assign (segid 3A4 and resid 128 and name CA } 
assign (segid 3A4 and resid 128 and name CA ) 
65 assign j segid 3A4 and reaxd 128 and name CA ) 
assign (segxd 3A4 and resxd 128 and name CB ) 
assxgn (segxd 3A4 and resid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB ) 
assxgn (segid 3A4 and resid 128 and name CB ) 
70 assign (segid 3A4 and resid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB ) 
assign (segid 3A4 and re bid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB j 
assign (segid 3A4 and resid 128 and name CB ) 
75 assign (segid 3A4 and resid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB ) 
as&ign (segid 3A4 and xesid 128 and name CB ) 
80 assign (sogid 3A4 and retid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB ) 
assign (segid 3A4 and resid 128 and name CB ) 



(segid 3A4 and resid 255 and name CA ) 11.99 0.66 0.66 
(segxd 3A4 and rebxd 256 and name CA > 9.15 0.40 0.40 
(segxd 3A4 and resid 257 and name CA ) 10.75 0.42 0.42 
(segid 3A4 and resid 258 and name CA ) 12.54 0.17 0.17 
(segid 3A4 and resxd 258 and name CB ) 13.53 0.29 0.28 
(segid 3A4 and resid 259 and name CA ) 10.15 0.40 0.39 
(segxd 3A4 and resid 259 and name CB ) 9.50 0.52 0.52 
(segid 3A4 and resid 260 and name CA ) 8.13 0.20 0.20 
(segid 3A4 and resid 260 and name CB ) 7.66 0.31 0.32 
(segid 3A4 and resid 261 and name CA ) 11.69 0.18 0.19 
(segid 3A4 and resid 262 and name CA ) 12.95 0.41 0.40 
(segid 3A4 and resid 262 and name CB ) 13.10 0.53 0.52 
(segid 3A4 and resid 263 and name CA) 10.83 0.49 0.49 
(segid 3A4 and resid 263 and name CB > 9.38 0.52 0.53 
(segid 3A4 and resid 264 and name CA J 11.85 0.30 0.30 
(segid 3A4 and res id 265 and name CA ) 15.30 0.35 0.36 
(segid 3A4 and resid 266 and name CA ) 15.61 0.50 0.51 
(segid 3A4 and resid 267 and name CA ) 15.10 0.36 0-37 
(segid 3A4 and resid 267 and name CB ) 13.90 0.35 0.35 
(segid 3A4 and resid 268 and name CA ) 17.55 0.31 0.32 
I segid 3A4 and resid 268 and name CB ) 17.56 0.30 0.29 
(segid 3A4 and resid 270 and name CB ) 18.99 0.57 0.56 
(segid 3A4 and resid 309 and name CB } 17.80 1.01 1.02 
(segid 3A4 and resid 312 and name CB ) 18.20 0.76 0.75 
(segid 3A4 and resid 318 and name CA ) 17.94 0.81 0.81 
(segid 3A4 and resid 318 and name CB ) 16.53 0.81 0.81 
(segid 3A4 and resid 393 and name CA J 16.98 0.79 0-78 
(segid 3A4 and resid 394 and name CA ) 18.16 0.76 0.76 
(segid 3A4 and resid 395 and name CA ) 18.25 0.87 0.88 
(segid 3A4 and resid 396 and name CA ) 14.78 0.86 0-86 
(segid 3A4 and resid 396 and name CB ) 14.37 0-82 0.B2 
(segid 3A4 and resid 397 and name CA ) 13.51 0.89 0.88 
(segid 3A4 and resid 397 and name CB ) 14.15 0.86 0.87 
(segxd 3A4 and resid 398 and name CA ) 15.77 0.95 0.95 
(segid 3A4 and resid 398 and name CB ) 17.25 0.94 0.95 
(segid 3A4 and resid 399 and name CA) 14.84 1.05 1.05 
(segid 3A4 and resid 399 and name CB ) 15.05 1.10 1.10 
(segid 3A4 and resid 400 and name CA ) 11.13 1-05 1.06 
(segid 3A4 and resid 400 and name CB ) 10.22 0.95 0.96 
(segid 3A4 and resid 401 and name CA ) 12,33 1.02 1.03 
(segid 3A4 and resid 402 and name CA ) 15.12 1.06 1.07 
(segid 3A4 and resid 402 and name CB ) 16.27 1.04 1.03 
(segxd 3A4 and resid 403 and name CA ) 13.45 1.08 1.07 
(segid 3A4 and resid 403 and name CB ) 12.89 1.05 1.04 
(segxd 3A4 and resid 404 and name CA ) 10.92 1.20 1.20 
(segid 3A4 and resid 404 and name CB ) 9.88 1.29 1.28 
(segid 3A4 and resid 405 and name CA ) 13.87 1.36 1.37 
(segid 3A4 and resxd 405 and name CB ) 14.64 1.34 1.34 
(segid 3A4 and resid 406 and name CA) 16.29 1.21 1.21 
(segid 3A4 and resid 407 and name CA ) 14. S5 1.01 1.01 
(segid 3A4 and resid 407 and name CB ) 13.49 0.96 0.95 
(segid 3A4 and resid 408 and name CA ) 13.73 0.90 0.91 
(segid 3A4 and resid 408 and name CB ) 13.03 0.88 0.88 
(segid 3A4 and resid 409 and name CA > 17.29 0.89 0.89 
(segid 3A4 and resid 409 and name CB ) 17.93 0.97 0.96 
(segid 3A4 and resid 411 and name CA ) 17.55 0.79 0.78 
(segid 3A4 and resid 411 and name CB ) 16.26 0.75 0.74 
(segid 3A4 and resid 412 and name CA ) 18.04 0.86 0.86 
(segid 3A4 and resid 433 and name CA ) 18.15 0.98 0.98 
(segid 3A4 and resid 434 and name CA ) 15.87 0.89 0.88 
(segid 3A4 and resid 435 and name CA ) 15.52 1.15 1.14 
(segid 3A4 and resid 437 and name CA ) 15.08 1.84 1.84 
(segid 3A4 and resid 438 and name CA ) 15.32 1.37 1.37 
(segxd 3A4 and re&id 439 and name CA ) 16.31 0.72 0.72 
(segid 3A4 and resid 440 and name CA ) 16.77 0.44 0.44 
(segid 3A4 and resid 129 and name C ) 5.42 0.06 0.05 
(segid 3A4 and resid 129 and name CA ) 4.43 0.03 0.04 
(segid 3A4 and resid 129 and name CB ) 5.29 0.09 0.09 
(segid 3A4 and resid 129 and name N ) 3.12 0.04 0.05 
(segid 3A4 and resid 129 and name 0 ) 6.08 0.18 0.18 
(segid 3A4 and resid 130 and name C ) 7.11 0.04 0.04 
(segxd 3A4 and resid 130 and name CA ) 7.09 0.07 0.07 
(segid 3A4 and resid 130 and name CB ) 7.71 0.14 0.15 
(segid 3A4 and resid 130 and name N ) 5.88 0.08 0.09 
(segid 3A4 and resid 131 and name C ) 6.83 0.14 0-13 
(segid 3A4 and resid 131 and name CA ) 6.60 0.12 0.13 
(segid 3A4 and reild 131 and name CB ) 6.00 0.19 0.20 
(segid 3A4 and resid 131 and name N ) 6.19 0.08 0.06 
(segid 3A4 and resid 132 and name CA ) 6.69 0.24 0.23 
(segid 3A4 and resid 132 and name CB ) 6.03 0.31 0.30 
(segid 3A4 and resid 132 and name N ) 6.02 0.19 0.19 
(segid 3A4 and resid 133 and name CA ) 9.50 0.27 0.27 
(segid 3A4 and resid 133 and name CB ) 9.70 0.29 0.30 



J 
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assign {segid 3A4 and res id 128 and name CB 
assign (segid 3A4 and res id 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
5 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
10 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
15 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name C3 
assign (segid 3A4 and resid 128 and name CB 
20 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
25 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign I segid 3A4 and resid 128 and name CB 
assign I segid 3A4 and resid 128 and name CB 
assign I segid 3A4 and resid 128 and name CB 
30 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 126 and name CB 
assign (segid 3A4 and resid 126 and name CB 
35 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
40 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
45 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
50 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
55 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 126 and name CB 
60 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
65 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
70 assign (segid 3A4 and lesld 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 126 and name CB 
75 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
80 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 



(segid 3A4 and resid 134 and name CA ) 11.18 
(segid 3A4 and resid 135 and name CA ) 11.26 
(segid 3A4 and resid 135 and name CB ) 10.35 
(segid 3A4 and resid 136 and name CA ) 12.77 
(segid 3A4 and resid 136 and name CB ) 12.31 
(segid 3A4 and resid 137 and name CA ) 15.02 
(segid 3A4 and resid 138 and name CA J 16.26 
(segid 3A4 and resid 138 and name CB ) 15.87 
(segid 3A4 and resid 139 and name CA ) 16.20 
(segid 3A4 and resid 140 and name CA ) 14.51 
(segid 3A4 and resid 140 and name CB ) 14.20 
(segid 3A4 and resid 141 and name CA ) 13.30 
(segid 3A4 and resid 141 and name CB ) 13.98 
(segid 3A4 and resid 147 and name CA ) 13.31 
(segid 3A4 and resid 147 and name CB ) 13.79 
(segid 3A4 and resid 148 and name CA j 14.32 
(segid 3A4 and resid 149 and name CA ) 13.13 
(segid 3A4 and resid 149 and name CB ) 13.32 
(segid 3A4 and resid 150 and name CA ) 11.26 
(segid 3A4 and resid 151 and name CA ) 12.38 
(segid 3A4 and resid 152 and name CA ) 13.88 
(segid 3A4 and resid 152 and name CB } 14.29 
(segid 3A4 and resid 153 and name CA ) 12.97 
(segid 3A4 and resid 153 and name CB ) 12.52 
(segid 3A4 and resid 154 and name CA ) 12.4 9 
(segid 3A4 and resid 156 and name CA ) 15.91 
(segid 3A4 and resid 156 and name CB ) 15.67 
(segid 3A4 and resid 219 and name CB ) 18.72 
(segid 3A4 and resid 220 and name CB ) 19.05 
(segid 3A4 and resid 251 and name CA ) 16.90 
(segid 3A4 and resid 251 and name CB ) 17.15 
(segid 3A4 and resid 252 and name CA ) 14.21 
(segid 3A4 and resid 252 and name CB ) 14.52 
(segid 3A4 and resid 253 and name CA ) 15.12 
(segid 3A4 and resid 254 and name CA ) 15.98 
(segid 3A4 and resid 255 and name CA ) 13.15 
(segid 3A4 and resid 256 and name CA ) 10.38 
(segid 3A4 and resid 257 and name CA ) 11.62 
(segid 3A4 and resid 256 and name CA ) 13.47 
(segid 3A4 and resid 258 and name CB ) 14.49 
(segid 3A4 and resid 259 and name CA ) 10.93 
(segid 3A4 and resid 259 and name CB ) 10.32 
(segid 3A4 and resid 260 and name CA ) 8.82 
(segid 3A4 and zesid 260 and name CB ) 8.4 6 
(segid 3A4 and resid 261 and name CA ) 12.28 
(segid 3A4 and resid 262 and name CA ) 13.37 
(segid 3A4 and resid 262 and name CB ) 13.57 
(segid 3A4 and resid 263 and name CA ) 10.96 
(segid 3A4 and resid 263 and name CB ) 9.4 9 
(segid 3A4 and resid 264 and name CA ) 11-92 
(segid 3A4 and resid 265 and name CA ) 15.44 
(segid 3A4 and resid 266 and name CA ) 15.58 
(segid 3A4 and resid 267 and name CA ) 14.83 
(segid 3A4 and resid 267 and name CB ) 13.58 
(segid 3A4 and resid 268 and name CA ) 17.36 
(segid 3A4 and resid 268 and name CB ) 17.45 
(segid 3A4 and resid 318 and name CB ) 17.23 
(segid 3A4 and resid 393 and name CA ) 17.91 
(segid 3A4 and resid 396 and name CA ) 15.45 
(segid 3A4 and resid 396 and name CB ) 15.13 
(segid 3A4 and resid 397 and name CA ) 14.16 
(segid 3A4 and resid 397 and name CB ) 14.87 
(segid 3A4 and resid 398 and name CA ) 16.16 
(segid 3A4 and resid 398 and name CB ) 17.67 
(segid 3A4 and resid 399 and name CA ) 15.11 
(segid 3A4 and resid 399 and name CB ) 15.37 
(segid 3A4 and resid 400 and name CA ) 11.38 
(segid 3A4 and resid 400 and name CB ) 10.61 
(segid 3A4 and resid 401 and name CA ) 12.46 
(segid 3A4 and resid 402 and name CA ) 15.06 
(segid 3A4 and resid 402 and name CB ) 16.25 
(segid 3A4 and resid 403 and name CA ) 13.23 
(segid 3A4 and resid 403 and name CB ) 12.73 
(segid 3A4 and resid 404 and name CA ) 10.57 
(segid 3A4 and resid 404 and name CB j 9.61 
(segid 3A4 and resid 405 and name CA ) 13.48 
(segid 3A4 and resid 405 and name CB J 14.34 
(segid 3A4 and resid 406 and name CA ) 15.80 
(segid 3A4 and resid 407 and name CA ) 13.88 
(segid 3A4 and resid 407 and name CO ) 12.83 
(segid 3A4 and resid 408 and name CA > 12.99 
(segid 3A4 and resid 408 and name CB ) 12.34 
(segid 3A4 and resid 409 and name CA ) 16.57 



0.13 

0.25 

0.28 

0.31 

0.43 

0.21 

0.22 

0.57 

0.38 

0.28 

0.63 

1.13 

1.73 

2.42 

3.02 

1.67 

0.61 

0.68 

2.32 

3.31 

1.62 

0.99 

1.51 

1.43 

3.40 

1.85 

1.56 

0.67 

0.59 

0.91 

1.08 

0.78 

0.84 

0.52 

0.63 

0.90 

0.64 

0.59 

0.69 

0.79 

1.00 

1.08 

0.77 

0.74 

0.69 

1.10 

1.23 

1.19 

1.22 

0.84 

0.96 

1.18 

0.95 

0.86 



0.12 
0.24 
0.26 
0.32 
0.44 
0.22 
0.23 
0.57 
0.39 
0.27 
0.63 
1.12 
1.72 



0.82 
0.78 
1.10 
1.23 
1.34 
1.25 
1.46 
1.45 
1.60 
1.59 
1.62 
1.61 
1.63 
1.51 
1.71 
1.72 
1.67 
1.61 
1.54 
1.79 
1.92 
1.97 
1.98 
1.75 
1.42 
1.33 
1.33 
1.33 
1.34 



2.42 

3.03 

1.67 

0.60 

0.69 

2.31 

3.30 

1.62 

0.99 

1.52 

1.44 

3.41 

1.85 

1.57 

0.67 

0.59 

0.90 

1.08 

0.77 

0.83 

0.52 

0.63 

0.91 

0.63 

0.60 

0.70 

0.79 

0.99 

1.07 

0.76 

0.74 

0.68 

1.11 

1.23 

1.18 

1.22 

0.85 

0.97 

1.18 

0.94 

0.86 

0.81 

0.78 

1.10 

1.23 

1.33 

1.25 

1.47 

1.45 

1.59 

1.59 

1.62 

1.61 

1.64 

1.51 

1.70 

1.72 

1.68 

1.62 

1.54 

1.79 

1.91 

1.97 

1.97 

1.75 

1.42 

1.33 

1.32 

1.34 

1.33 



96 



assign (segid 3A4 and xesid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
5 assign {segid 3A4 and resid 128 and name CB 
assign {segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
10 assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name CB 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
15 assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
20 assign (segid 3A4 and resid 128 and name M 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
25 assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
30 assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name N 
35 assign (segid 3A4 and resid 128 and name N 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
40 assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign («»egid 3A4 and resid 128 and name O 
45 assign (segid 3A4 and resid 128 and name 0 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name 0 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
50 assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name 0 
55 assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
60 assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 128 and name O 
assign (segid 3A4 and resid 129 and name C 
65 assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
70 assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
75 assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
80 assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
assign (segid 3A4 and resid 129 and name C 
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(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB 15.33 
(segid 3A4 and resid 412 and name CA ) 17.13 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and re3id 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 128 and name C ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB > 
(segid 3A4 and resid 128 and name O ) 
(segid 3A4 and resid 129 and name C ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name N ) 
(segid 3A4 and resid 129 and name O ) 
{segid 3A4 and resid 130 and name C ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name N ) 
(segid 3A4 and resid 130 and name O ) 
(segid 3A4 and resid 131 and name C ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
{segid 3A4 and resid 131 and name N ) 
(segid 3A4 and resid 131 and name O ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
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(segid 3A4 and resid 129 and name C ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB 1 
{segid 3A4 and resid 129 and name N 
(segid 3A4 and resid 129 and name O 
{segid 3A4 and resid 130 and name C 
(segid 3A4 and resid 130 and name CA 
(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name N 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name CA J 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name N ) 
(segid 3A4 and resid 131 and name O ) 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 132 and name O > 
(segid 3A4 and resid 133 and name C > 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and resid 135 and name N ) 
(segid 3A4 and resid 129 and name CB ) 



(segid 3A4 and resid 129 and name O 
(segid 3A4 and resid 130 and name C , 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name N ) 
(seqid 3A4 and resid 130 and name O ) 
(segid 3A4 and resid 131 and name C ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB J 
(segid 3A4 and resid 131 and name N 
(segid 3A4 and resid 131 and name O ) 
(segid 3A4 and resid 132 and name C 
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(segid 3A4 
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(segid 3A4 
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and name CA ) 
and name CA ) 
and name CA ) 
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and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
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(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 133 and name O ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and re3id 259 and name C ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 129 and name C ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name O ) 
(segid 3A4 and resid 130 and name C ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name N ) 
(segid 3A4 and resid 130 and name O ) 
(segid 3A4 and resid 131 and name C ) 
I segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name N ) 
(segid 3A4 and resid 131 and name O ) 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 132 and name O ) 
(segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(seg^d 3A4 and resid 133 and name CG2) 
(segid 3A4 and tesid 133 and name N ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N > 
(segid 3A4 and res id 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 147 and name CA ) 
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(segid 3A4 and resid 148 and name CA ) 
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(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 154 and name CA } 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 157 and name CA } 
(segid 3A4 and resid 157 and name CB > 
(segid 3A4 and resid 219 and name CA } 
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(segid 3A4 and resid 220 and name CB ) 
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(segid 3A4 and resid 257 and name CA > 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
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7.38 
6.11 
7.60 
6.87 
7.41 
7.28 
1.53 
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2.38 
4.49 
3.86 
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2.49 
5.45 
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5.50 
5.97 
4.41 
6.73 
5.98 
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0.10 
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0.15 
0.13 
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9.66 
10.90 
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13.65 
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assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and nama CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA J 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
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assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA J 
assign (segid 3A4 and resid 129 and name CA ) 
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assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA 
assign (segid 3A4 and resid 129 and name CA > 
assign (segid 3A4 and resid 129 and name CA J 
assign (segid 3A4 and resid 129 and name CA > 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA > 
aa3ign (segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CA > 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and re3id 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CA ) 
assign (segid 3A4 and resid 129 and name CB ) 
asiign (segid 3A4 and resid 129 and name CB 
assign (segid 3A4 and resid 129 and name CB ) 
assign (segid 3A4 and resid 129 and name CB ) 
assign (segid 3A4 and resid 129 and name CB ) 



(segid 3A4 and resid 259 and name CA > 
(segid 3A4 and resid 259 and name CB > 
(segid 3A4 and resid 260 and name CA ) 



0.91 
0.99 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



JiVi OIIU I.COAU *— - « 

(segid 3A4 and resid 260 and name CB 
(segid 3A4 and resid 261 and name CA 
(segid 3A4 and resid 262 and name CA 
(segid 3A4 and resid 262 and name CB 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CB 
(segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 265 and name CA 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and tesid 309 and name CA * 
(segid 3A4 and lesid 309 and name CB 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 317 and name CA . 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(eegid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
t segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA > 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
( segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 



isecjxu »»»«■* — - 

(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 130 and name C 
(segid 3A4 and resid 130 and name CA 
(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name H 
(segid 3A4 and resid 130 and name O 



8.17 
7.24 
7.29 
7.33 
10.96 
11.45 
11.30 
9.56 
8.13 
11.48 
14.53 
14.40 
14.49 
13.49 
17.23 
17.30 
19.14 
18.05 
17.50 
18.45 
18.64 
16.15 
15.35 
18.89 
17.62 
16.33 
17.22 
16.91 
18.96 
16.62 
15.16 
18.07 
18.32 
17.28 
17.92 
18.19 
14.30 
15.32 
16.77 
15.25 
11.84 
11.54 
10.63 
11.36 
12.86 
14.32 
11.91 
12.11 
8.29 
7.32 
9.79 
12.59 
13.61 
11.08 
10.44 
9.04 
8.01 
12,13 
12.78 
14.45 
13.19 
12.12 
12.90 
12.22 
16.35 
16.82 
17.89 
17.14 
15.93 
17.93 
17.66 
15.65 
15.82 
16.31 
16.40 
16.29 
17.64 
17.77 
5.52 
4.54 
5.30 
3.19 
6.46 



66 
89 
61 
52 
,64 
.20 
0.22 
0.17 
0.28 
0.23 
0.50 
0.62 
0.34 
0.24 
0.29 
0.57 
0.99 
0.60 
0.73 
0.50 
0.53 
0.49 
0.57 
0.59 
0.58 
0.63 
0.80 
1.16 
1.14 
1.33 
1.38 
1.36 
1.34 
1.38 
1.26 
0.99 
0.96 
0.76 
0.73 
0.83 
0.89 
1.04 
0.55 
0.57 
0.37 
0.48 
0.29 
0.39 
0.30 
0.14 
0.13 
0.51 
0.60 
0.52 
0.41 
0.38 
0.37 
0.49 
0.90 
1.01 
0.90 
0.86 
0.78 
0.65 
0.82 
1.19 
1.32 
1.01 
1.04 
0.81 
0.62 
1.58 
1.38 
1.33 
0.84 
0.95 
0.06 
0.06 
0.17 
0.08 
0.08 



0.90 
0.98 
0.66 
0.89 
0.61 
0.52 
0.64 
0.19 
0.22 
0.16 
0.27 
0.23 
0.50 
0.63 
0.35 
0.24 
0.29 
0.56 
1.00 
0.60 
0.73 
0.50 
0.54 
0.49 
0.56 
0.58 
0.57 
0.62 
0.79 
1.15 
1.15 
1.33 
1.38 
1.35 
1.34 
1.37 
1.25 
0.99 
0.96 
0,76 
0.73 
0.82 
0.89 
1.05 
0.54 
0.57 
0.36 
0.47 
0.30 
0.39 
0.30 
0.14 
0-13 
0.51 
0.59 
0.53 
0.40 
0.38 
0.37 
0.50 
0.89 
1.01 
0.91 
0.85 
0.78 
0.65 
0.83 
1.20 
1.33 
1.01 
1.04 
0.81 
0.61 
1.58 
1.37 
1.33 
0.84 
0.9S 
0.06 
0.09 
0.17 
0.08 
0.08 



99 



10 



15 



20 



25 



assxgn Uegxd 3A4 and resxd 129 and name a , ggd 3M and tesxd Ml and name C^ , 

assign (segad 3A4 and rasrd 129 and name CB segxd 3A4 and r cb ( 

assign (segid 3A4 and resxd 129 and name CB segxd aw a an<j ^ „ , 

assxgn (segid 3A4 and resxd 129 and name CB segxd 3A4 ana ^ fi f 

aasign (segid 3A4 and resid 129 and name CB ) «»»9"J a»w ana ^ 
assign (segid 3A4 and reeid 129 and name cb 

name CB ) 

assign (segid 3A4 and resid 129 and name CB segxd 3A4 ana r ^ ^ ^ 

assign (segid 3A4 and resxd 129 and name CB segxd 3A ana r ^ ^ } 

assign (segxd 3A4 and resid 129 and name CB ) segxd ja* ana « cb 

assign (segxd 3A4 and resid 129 and name CB segxd 3A4 and resxd 133 ^ CG1) 

assign (segxd 3A4 and resid 129 and name CB segxd 3A4 ana re ^ ^ j 

assign (segxd 3A4 and resid 129 and name CB segid 3A4 ana ^ ^ 

assxgn (segxd 3A4 and resxd 129 and name CB segid 3A4 ana re ^ 

fssxgn ! S 3 e e g gxa SS S ffi % 3 S= 3 > 5! ~* J2 =2 = 2 ! 

assxgn (segxd 3A4 and resid 129 and name CB ) 
assxgn (segid 3A4 and resxd 129 and name CB 
assxgn (segid 3A4 and resid 129 and name CB 
assign (segid 3A4 and resxd 129 and name CB 
assxgn (segxd 3A4 and resxd 129 and name CB 
assxgn (segid 3A4 and resxd 129 and name CB 
assxgn (segid 3A4 and resid 129 and name CB 
assign (segid 3A4 and resid 129 and name CB ) 
assxgn (segid 3A4 and resxd 129 and name CB > 
assign (segxd 3A4 and resxd 129 and name CB 
assign (segxd 3A4 and resxd 129 and name CB ) 



7.02 
6.86 
7.37 
5.64 
7.25 
6.80 
6.17 
6.19 
7.36 
6.73 
5.91 
6.56 
9.84 
11.40 

- - 11 ' 09 

(segid 3A4 and resid 136 and name CA ) 12.03 
(segid 3A4 and resid 136 and name CB ) 11.25 
(segxd 3A4 and cesxd 137 and name CA ) 13.34 
(segxd 3A4 and resxd 138 and name CA ) 15.49 
(segxd 3A4 and resid 138 and name CB ) 
{segxd 3A4 and resid 139 and name CA ) 
(segxd 3A4 and resid 140 and name CA ) 
(segxd 3A4 and resxd 140 and name CB ) 
(segxd 3A4 and resid 141 and name CA ) 
(segxd 3A4 and resid 141 and name CB ) 
(seqid 3A4 and resxd 147 and name CA ) 



assign (segxd 3A4 and resxd 129 and name us « - ~ — — 47 and name CB j 
assign (segxd 3A4 and resxd 129 and name CB segid 3A4 and re^ ^ ^ ^ ^ } 



30 



35 



40 



45 



50 



assign (segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resxd 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB } 
assign (segxd 3A4 and resid 129 and name CB ) 
assign (segxd 3A4 and resxd 129 and name CB 
assign (segxd 3A4 and resxd 129 and name CB 
assign (segxd 3A4 and resxd 129 and name CB 
assxgn (segxd 3A4 and resxd 129 and name CB 
assxgn (segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resxd 129 and name CB ) 
assign (segid 3A4 and resid 129 and name CB 
assxan (segxd 3A4 and resxd 129 and name CB ) 
assign (segxd 3A4 and resxd 129 and name CB ) 
assxgn (segxd 3A4 and resxd 129 and name CB J 
assign (segxd 3A4 and resxd 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB 
assign segid 3A4 and resid 129 and name CB ) 
assign segxd 3A4 and resid 129 and name CB 
assign segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB 
assign (segxd 3A4 and resid 129 and name CB ) 

assign (segxd 3A4 and resid 129 and name CB jsegxu ^ — ~ ™ ^ ^ ) 

55 assign (segid 3A4 and resid 129 and name CB segxd 3A4 a ^ name ^ , 

assign (segxd 3A4 and resid 129 and name CB segxd 3A4 an cb 
assign (segxd 3A4 and resid 129 and name CB segxd 3A4 ana r ^ > 

assign (segxd 3A4 and resxd 129 and name CB segxd 3A4 an ^ ^ ) 

assign (segxd 3A4 and resid 129 and name CB segxd 3A4 a ^ ^ ^ ) 

assign (segxd 3A4 and resxd 129 and name CB segxd 3M an ^ ^ ) 

assign (segxd 3A4 and resid 129 and name CB segxd 3AJ an naAe CA ) 

assign (segid 3A4 and resxd 129 and name CB segxd 3A4 an ^ ^ ) 

s a s a i s £ i i •b % s § | i | 

isegia -wt a.ix* r-n \ i<oniri 3A4 and resxd 266 and name ca ' 

{fegxd 1a and SSS S 3 S£S 3A4 and resxd 267 and name CA , 

S£3 3A4 and resxd 129 and name CB , jsegld 3A and re, d 267 and name CB , 

looaid 3A4 and resxd 129 and name CB ) isegxa . oco . r « * 

^gad 3A4 a^d resxd 129 and name CB ) (segxd 3A4 and resid 269 and name CB 
ise£d 3A4 and resxd 129 and name CB ) (segxd 3A4 and re«d 269 and name CA > 
and resxd 129 and name CB ) 
and resxd 129 and name CB ) 
and resxd 129 and name CB ) 
and resxd 129 and name CB ) 
and resxd 129 and name CB ) 
and resxd 129 and name CB ) 



15.25 
16.30 
15.50 
15.16 
15.11 
16.09 
15.18 
15.65 
16.47 
15.14 
15.27 
13.33 
14.71 
15.70 
16.10 
14.16 
13. 6S 
13.85 
16.26 
16.92 
16. S4 



isegxu ,w» o»« — „ : 

(segxd 3A4 and resxd 148 and name CA ) 
(segxd 3A4 and resxd 149 and name CA ) 
(segxd 3A4 and resxd 149 and name CB ) 
(segxd 3A4 and resxd 150 and name CA ) 
(segid 3A4 and resxd 151 and name CA ) 
(segid 3A4 and resxd 152 and name CA ) 
(segxd 3A4 and resxd 152 and name CB ) 
(segid 3A4 and resxd 153 and name CA ) 
(segid 3A4 and resxd 153 and name CB ) 
(segxd 3A4 and resxd 154 and name CA ) 
(segxd 3A4 and resxd 155 and name CA > 
(segid 3A4 and resxd 155 and name CB ) 
(segxd 3A4 and resxd 156 and name CA [ 
(segxd 3A4 and resxd 157 and name CA ) 15.40 
(segid 3A4 and resxd 157 and name CB ) 14.42 
(segid 3A4 and resxd 219 and name CA ) 18.31 
(segid 3A4 and resxd 219 and name CB ) 
(segid 3A4 and resxd 220 and name CA ) 
(segid 3A4 and resxd 220 and name CB ) 
(segid 3A4 and resxd 251 and name CA ) 
(segxd 3A4 and resxd 251 and name CB ) 
(segxd 3A4 and resid 252 and name CA ) 
(segxd 3A4 and resxd 252 and name CB ) 
(segxd 3A4 and resxd 253 and name CA ) 
(segid 3A4 and resxd 254 and name CA ) 
(segxd 3A4 and resxd 255 and name CA ) 
(segxd 3A4 and resxd 256 and name CA ) 



0.14 
0.08 
0.12 
0.08 
0.23 
0.27 
0.37 
0.22 
0.19 
0.23 
0.31 
0.20 
0.18 
0.19 
0.23 
0.26 
0.29 
0.48 
0.31 
0.22 
0.65 
0.58 
0.45 
1.48 
1.97 
1.32 
1.95 
0.77 
1.54 
2.02 
0.66 
1.17 



49 
18 
59 
66 
42 
28 
.26 
.04 
.61 
.59 
.01 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



80 



i seqiu jtv* c»i.*» - ~ — — — — - - 

(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resxd 270 and name CB ) 
(segxd 3A4 and resxd 271 and name CB ) 
(segxd 3A4 and resxd 305 and name CA ) 
(segxd 3A4 and resxd 30S and name CB ) 
(segxd 3A4 and resxd 306 and name CA ) 
assign — - ™7- nnmtx -~ \ loeatd 3A4 and resid 308 and name CA ) 

assxgn SSgS SSS anS res£ III £ S= 3 ') 3A4 and resid 308 and name CB , 



(segxd 3A4 
(segxd 3A4 
assxgn (segid 3A4 
assign (segxd 3A4 
(segxd 3A4 
(segid 3A4 



assign 
assign 



17.88 
18.33 
17.22 
14.63 
14.95 
12.63 
13.38 
13.47 
13.38 
10.30 
8.13 
9.87 
10.55 
11.35 
7.51 
6.70 
6.67 
6.91 
10.18 
10.47 
10.34 
8.49 
7.10 
6.53 
10.50 
13.46 
13.22 
13.35 
12.40 
16.13 
16.22 
17.94 
17.87 
16.84 
18.35 
17.30 
16.46 
17.44 
17.91 
17.45 



0.15 
0.07 
0.12 
0.08 
0.22 
0.27 
0.37 
0.23 
0.19 
0.23 
0.30 
0.20 
0.18 
0.19 
0.23 
0.26 
0.29 
0.49 
0.31 
0.22 
0.65 
0.58 
0.46 
1.48 
1.98 
1.32 
1.96 
0.77 
1.55 
2.01 
0.65 
1.17 
1.50 
2.18 
1.60 
1.67 
1.41 
1.27 
1.25 
2.03 
1.60 
1.59 
1.01 
1.02 
1.10 
1.14 
2.22 
2.25 
2.26 
2.27 
2.01 
1.99 
2.04 
2.19 
1.95 
1.62 
1.70 
1.33 
1.39 
1.11 
1.39 
0.99 
0.76 
0.87 
0.26 
0.31 
0.41 
0.23 
0.39 
0.31 
0.67 
0.80 
0.37 
0.20 
0.37 
0.71 
0.79 
0.89 
1.13 
1.27 
0.73 
0.75 
0.81 



1.02 
1.11 
1.14 
2.21 
2.25 
2.26 
2.27 
2.01 
1.99 
2.04 
2.20 
1.95 
1.62 
1.70 
1.33 
1.40 
1.10 
1.39 
1.00 
0.76 
0.86 
0.25 
0.30 
0.42 
0.23 
0.39 
0.30 
0.66 
0.80 
0.37 
0.19 
0.36 
0.72 
0.80 
0.89 
1.13 
1.27 
0.73 
0.74 
0.87 



100 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and res id 129 and name CB ) 
(segad 3A4 and res id 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
{segid 3A4 and resid 129 and name CB } 
(segid 3A4 and resid 129 and name CB > 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and tesid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 



(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 129 and name CB ) 
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assign M segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
„__^,„ (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 
assign 
assign 
assign 
assign . 

assign (segid 3A4 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Isegid 3A4 and re3id 
assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



12 and name CA ) (segid 3A4 and resid 351 and name CA. ) 

\l and name CA J (segid 3A4 and resid 352 and name CA 

12 and name CA ) (segid 3A4 and resid 352 and name CB ) 

" and name CA ) (segid 3A4 and resid 353 and name CA 

12 and name CA ) (segid 3A4 and resid 353 and name CB 

12 and name CA ) (segid 3A4 and resid 354 and name CA 

12 and name CA ) (segid 3A4 and resid 354 and name CB 

12 and name CA ) (segid 3A4 and resid 355 and name CA 

12 and name CA ) (segid 3A4 and resid 355 and name CB 

12 and name CA ) (segid 3A4 and resid 356 and name CB 

12 and name CA segid 3A4 and resid 357 and name CB 
12 and name CA ) scg ^ ^ ^ ^ ngme ^ , 

(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 35 and name CA ) 
(seqid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 



12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 



12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CA ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB } 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB > 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB > 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 
12 and name CB ) 



(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and cesid 36 and name CA ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 13 and name C S 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
" and resid 



37 and name CA ) 

37 and name CB ) 

38 and name CA ) 

38 and name CB ) 

39 and name CA ) 
39 and name CB ) 



(segid 3A4 

(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 
(segid 3A4 



and resid 
and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 



13 and name CA ) 
13 and name CB ) 
13 and name N ) 
13 and name O 1 
19 and name CA ) 

19 and name CB ) 

20 and name CA ) 

20 and name CB ) 

21 and name CA ) 

21 and name CB ) 

22 and name CA ) 

23 and name CA ) 

23 and name CB ) 

24 and name CA ) 
24 and name CB ) 

29 and name CA ) 

30 and name CA ) 



31 and name CB ) 

32 and name CA ) 

32 and name CB ) 

33 and name CA ) 
33 and name CB ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 31 and name CA ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 34 6 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA > 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA } 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and tesid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 36 and name CA ] 
(segid 3A4 and resid 38 and name CB > 



14.37 
11.85 
10.97 
11.60 
12.23 
12.88 
12.29 
15.08 
14.89 
16.50 
16.49 
16.27 
17.57 
11.35 
14.46 
13.29 
14.21. 
13.41 
14.46 
16.57 
16.50 
15.81 
14.67 
16.23 
15.48 
17.96 
5.49 
4.50 
5.32 
3.18 
6.37 
10.84 
11.90 
12.68 
14.11 
12.17 
10.89 
14.16 
13.51 
12.67 
16.46 
17.12 
18.91 
17.20 
17.48 
15.39 
16.27 
12.68 
11.48 
13.05 
14.38 
18.20 
18.65 
16.00 
15.20 
15.47 
16.69 
13.03 
11.68 
15.16 
16.44 
13.24 
10.78 
10.06 
10-55 
9.26 
13.59 
14.74 
15.11 
12.57 
11.62 
12.53 
13.21 
13. Bl 
13.22 
16.89 
12.4 4 
15.09 
13.97 
14.59 
13.74 
15.49 
15.74 



1.20 
1.27 
1.13 
91 
10 
96 
95 
49 
70 



1. 
2. 
1. 
1. 
2. 
2. 



1.20 
1.26 
1.14 
1.90 
2.09 
1.95 
1.94 
2.49 
2.71 
2.12 
1.61 
1.43 
1.36 
2.10 
1.27 
1.31 
, 1.09 
1.11 
2.06 
2.19 
2.28 
2.04 
2.02 
1.74 
1.64 
1.03 
0.07 
0.08 
0.12 
0.09 
0.17 
2.14 
2.43 
1.39 
1.53 
0.56 
0.39 
0.47 
0.69 
0.80 
0.91 
1.00 
0.61 
0.43 
1.10 
0.53 
0.73 
0.64 
0.40 
1.53 
1.68 
0.83 
0.99 
0.77 
0.65 
1.29 
1.47 
1.06 
0.91 
1.39 
1.36 
1.06 
1.41 
1.41 
1.91 
1.83 
2.15 
2.14 
1.84 
1.84 
1.62 
2.58 
2.75 
2.55 
2.51 
1.80 
2.59 
1.72 
1.82 
1.26 
1.22 
2.62 
2.29 



2.11 
1.60 
1.44 
1.35 
2.11 
1.27 
1.30 
1.09 
1.11 
2.05 
2.19 
2.27 
2.03 
2.02 
1.75 
1.64 
1.03 
0.08 
0.08 
0.13 
0.08 
0.17 
2.15 
2.43 
1.39 
1.53 
0.56 
0.40 
0.48 
0.70 
0.79 
0.91 
1.01 
0.61 
0.43 
1.11 
0.53 
0.73 
0.64 
0.41 
1.53 
1.69 
0.83 
1.00 
0.77 
0.65 
1.28 
1.48 
1.07 
0.91 
1.40 
1.35 
1.05 
1.42 
1.40 
1.91 
1.83 
2.14 
2.15 
1.83 
1.85 
1.61 
2.58 
2.74 
2.56 
2.51 
1.81 
2.58 
1.72 
1.82 
1.27 
1.23 
2.61 
2.30 



r • j ft • — » .ft • «• "VI* jf^ vr"- - V*" 
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12 and name CB ) 
12 and name CB ) 
12 and name N ) 
12 and name N 
12 and name N 
12 and name N 
12 and name H 
12 and name N 
12 and name N 
12 and name N 
12 and name N 
12 and name 0 
12 and name O 
12 and name O 
12 and name 0 
12 and name 0 
12 and name O 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and res id 
assign (segid 3A4 and resid 
5 assign ( segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 

assign (segid 3A4 and resid 

assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
20 assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign 1 segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
30 assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and reBid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
35 assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
40 assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
45 assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assign (segid 3A4 and resid 130 and name C 
assian (segid 3A4 and resid 130 and name C 
assian (segid 3A4 and resid 130 and name CA 
assign narno p_a 



25 



12 and name CA 
12 and name CB 

12 and name O 

13 and name C 
13 and name CA 
13 and name CB 
13 and name N 
13 and name 0 



12 and name CB ) 

13 and name C ) 
13 and name CA ) 
13 and name CB ) 
13 and name N ) 
13 and name O > 



(segid 3A4 and resid 39 and name CB ) 
(segid 3A4 and resid 430 and name CA > 
(segid 3A4 and resid 12 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name O ) 
(segid 3A4 and resid 131 and name C ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name N > 
(segid 3A4 and resid 131 and name O ) 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
{segid 3A4 and reaid 132 and name O ) 
(segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 133 and name CA > 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 133 and name O ) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and resid 134 and name O ) 
(segid 3A4 and resid 135 and name CA ) 



16.39 
17.69 
2.42 
1.46 
2. 48 
3.46 
4.68 
4.15 
4.86 
2.75 
5.77 
3.29 
3.07 
2.79 
4.25 
2.25 
3.57 
2.51 
1.25 
3.05 
2.41 
3.70 
1.32 
3.88 
4.68 
4.59 
5.39 
3.41 
5.75 
4.93 
4.67 
4.51 
5.14 
5.64 
3.95 
6.12 
6.06 
5.03 
4.14 
7.25 
7.18 



50 



55 



60 



65 



70 



75 



80 



assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assian (segid 3A4 and resid 130 and name CA ) 
assian (segid 3A4 and resid 130 and name CA ) 
assian (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assian (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and' name CA ) 
(segid 3A4 and resid 130 and name CA ) 
( segid 3A4 and resid 130 and name CA > 
(segid 3A4 and resid 130 and name CA ) 
{ segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
( segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
assiqn (segid 3A4 and resid 130 and name CA ) 
assian (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA > 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name N ) 
(segid 3A4 and resid 136 and name N ) 
(segid 3A4 and resid 256 and name C ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 256 and name O ) 
(segid 3A4 and resid 130 and name C ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name O ) 
(segid 3A4 and resid 131 and name C ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name N ) 
(segid 3A4 and resid 131 and name O ) 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 132 and name O ) 
(segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 133 and name 0 ) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name N ) 
(segid 3A4 and resid 136 Bnd name CA ) 
(segid 3A4 and resid 136 and name CB > 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 

1 - . - • _ 1 -J t Af\ ini4 namo PR. 



(segid 3A4 and resid 130 and name CA ) segia *™ ™- 
(seiid 3A4 and resid 130 and name CA ) segid 3A4 and resid 140 and nam 
segid 3A4 and resid 130 and name CA ) (segid 3A4 and resid mi ana name j 



2.09 
0.99 
0.05 
0.01 
0.05 
0.07 
0.06 
0.06 
0.08 
0.06 
0.11 
0.08 
0.15 
0.02 
0.04 
0.00 
0.26 
0.03 
0.02 
0.04 
0.03 
0.04 
0.02 
0.06 
0.05 
0.05 
0.08 
0.07 
0.06 
0.05 
0.09 
0.16 
0.19 
0.17 
0.05 
0.05 
0.07 
0.13 
0.07 
0.10 
0.06 
0.10 
0.05 
0.04 
0.69 
0.67 
0.62 
0.75 
0.01 
0.01 
0.02 
0.06 
0.05 
0.05 
0.03 
0.06 
0.05 
0.08 
0.13 
0.10 
0.06 
0.06 
0.11 
0.21 
0.27 
0.25 
0.07 
0.04 
0.06 
0.09 
0.05 
0.06 
0.10 
0.06 
0.07 
0.23 
0.20 
0.21 
0.26 
0,74 
0.98 
0.73 
2.18 



7.20 
5.91 
7.84 
6.71 
5.91 
6.65 
6.57 
1.52 
1.53 
2.41 
4.43 
3.79 
4.86 
2.43 
5.33 
5.64 
5.59 
6.07 
4.49 
6.77 
5.80 
5.29 
4.71 
5.05 
5.77 
4.72 
6.98 
7.34 
6.17 
S.19 
8.58 
8.63 
7.28 
10.04 
9.74 
10.54 
12.10 
11.66 
13.48 
12.56 
12.02 
12.82 



2.08 
0.99 
0.05 
0.00 
0.04 
0.08 
0.07 
0.05 
0.08 
0.05 
0-10 
0.09 
0.15 
0.03 
0.05 
0.00 
0.26 
0.03 
0.01 
0.04 
0.03 
0.03 
0.02 
0.05 
0.05 
0.06 
0.08 
0.07 
0.07 
0.05 
0.08 
0.16 
0.20 
0.18 
0.05 
0.06 
0.08 
0.12 
0.07 
0.09 
0.06 
0.11 
0.05 
0.05 
0.69 
0.67 
0.63 
0.74 
0.01 
0.00 
0.01 
0.05 
0.04 
0.05 
0.03 
0.06 
0.06 
0.08 
0.13 
0.10 
0.06 
0.05 
0.12 
0.22 
0.27 
0.25 
0.07 
0.04 
0.06 
0.08 
0.06 
0.06 
0.10 
0.05 
0.08 
0.23 
0.20 
0.22 
0.27 
0.75 
0.98 
0-72 
2.18 



104 



assign (segid 3A4 and resid 130 and name CA 

assign (segid 3A4 and resid 130 and name CA 

assign (aegid 3A4 and resid 130 and name CA 

assign (segid 3A4 and resid 130 and name CA 

assign (segid 3A4 and resid 130 and name CA 

assign (segid 3A4 and resid 130 and name CA 



10 



I5 



20 



25 



assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA > 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 



30 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 147 and name CB ) 
(segid 3A4 and resid 148 and name CA ) 
(segid 3A4 and resid 14 9 and name CA ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and re3id 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and tesid 194 and name CA ) 



13.96 
13.32 
14.06 
14.53 
12.70 
12.64 
11.21 
12.83 
13.34 
13.62 
11.56 
10.99 
11.63 
14.15 
14.84 
14.11 
13.70 
12.95 
11.88 
14.58 
14.63 
17.12 
17.39 
17.19 
16.48 
16.57 



(segid 3A4 and resid 130 and name CA segia ™.u 194 and name CB ) 15.83 

(segid 3A4 and resid 130 and name CA segid 3A and resid 194 and ^ ^ ) 



40 



45 



50 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



55 



60 



65 



70 



75 



\3fcjyj.<J ^tn-m 

(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA } 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CA J 
(segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign segid 3A4 and resid 130 and name CA 
assion (segid 3A4 and resid 130 and name CA ) 
assign legid 3A4 and resid 130 and name CA 
assign iseg\d 3A4 and resid 130 and name CA * 
assign (segid 3A4 and tesid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and lesid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA ) 
assign (aegid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA ) 



(segid 3A4 and resid 197 and name CB 1 16.62 
(segid 3A4 and resid 198 and name CA 17.14 
(segid 3A4 and resid 198 and name CB > 16.74 
(segid 3A4 and resid 201 and name CB ) 17.33 
(segid 3A4 and resid 219 and name CA ) 15.77 
(segid 3A4 and resid 219 and name CB ) 15.24 
(segid 3A4 and resid 220 and name CA ) 15.40 
(segid 3A4 and resid 220 and name CB ) 14.22 
(segid 3A4 and resid 221 and name CA ) 16.97 
(segid 3A4 and resid 221 and name CB ) 16.59 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
( 3 egid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA J 
(segid 3A4 and resid 255 and name C ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name O ) 
(segid 3A4 and resid 256 and name C > 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 256 and name O ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
segid 3A4 and resid 260 and name CB 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA 
{seqid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CB 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA » 
(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 312 and name CB 
segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 318 and name CA > 
(segid 3A4 and resid 318 and name CB ) 
(seqid 3A4 and resid 319 and name CA ) 
(seqid 3A4 and resid 319 and name CB ) 
(seqid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 



17.07 
17.70 
14.48 
14.97 
14.10 
13.93 
15.09 
11.33 
11.62 
9.10 
9.70 
10.33 
10.71 
6.70 
7.82 
6.13 
6.37 
5.78 
6.61 
6.08 
8.41 
9.63 
10.21 
7.30 
6.21 
7.17 
7.03 
10.74 
11.49 
11.16 
10.53 
9.28 
12.53 
15.22 
15.51 
16.17 
15.30 
15.91 
16.85 
16.55 
15.69 
14.29 
16.92 
16.44 
17.36 
17.05 



2.52 
0.69 
1.01 
1.75 
2.39 
2.75 
0.50 
0.86 
2.06 
2.83 
1.63 
1.60 
1.30 
1.22 
1.32 
1.84 
2.34 
1.58 
1.75 
1.99 
2.11 
1.40 
1.45 
1.55 
1.68 
2.13 
1.95 
2.26 
2.03 
1.92 
1.80 
0.57 
0.73 
0.40 
0.38 
0.60 
0.68 
1.29 
1.21 
1.57 
1.69 
1.63 
1.01 
0.89 
0.88 
1.03 
1.37 
1.70 
0.84 
0.45 
0.53 
0.56 
0.82 
0.56 
0.69 
0.50 
0.67 
0.46 
0.74 
0.72 
1.21 
1.30 
0.90 
0.52 
0.80 
1.23 
1.30 
1.39 
1.40 
0.98 
1.10 
1.42 
1.37 
1.35 
1.77 
1.79 
1.69 
1.05 
1.10 
0.99 
0.93 
1.02 
1.09 



2.52 
0.69 
1.01 
1.74 
2.39 
2.75 
0.49 
0.85 
2.06 
2.83 
1.64 
1.59 
1.31 
1,22 
1.33 
1.84 
2.34 
1.56 
1.75 
2.00 
2.11 
1.41 
1.45 
1.55 
1.69 
2.12 
1.94 
2.27 
2.03 
1.92 
1.80 
0.56 
0.73 
0.40 
0.38 
0.61 
0.67 
1.30 
1.20 
1.58 
1.68 
1.63 
1.01 
0.89 
0.89 
1.02 
1.37 
1.69 
0.84 
0.45 
0.54 
0.56 
0.83 
0.57 
0.69 
0.50 
0.68 
0.46 
0.74 
0.71 
1.22 
1.30 
0.91 
0.53 
0.80 
1.23 
1.31 
1.40 
1.41 
0.98 
1.10 
1.41 
1.37 
1.35 
1.78 
1.79 
1.70 
1.04 
1.10 
1.00 
0.94 
1.03 
1.10 



105 



assign (segid 3M and resid 130 and nam. CA J .segid 3A4 and resid 391 and name CA | 
as3ian (segid 3A4 and resid 130 and name CA ) isegia o/w • , QO ^ i 



10 



15 



assign 
assign 
assign 
assign 
assign 



iseqiu Jrt-i o»w : 

(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
Isegid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 



assign i segia au« — - — 

assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and namo CA 
assign (segid 3A4 and resid 130 and name CA 
assian Isegid 3A4 and resid 130 and name CA 

9 segid 3A4 and resid 130 and name CA (segiu -j» ~- ~ --- — - 
(segid 3A4 and resid 130 and name CA segid 3A4 and resid 3» a^ ^ ^ j 
(segid 3A4 and resid 130 and name CA segio 3g< . ^ nam(j ^ , 

- . (segid 3A4 and resid 130 and name CA segia ^ 391 and norae CA ) 

assign (segid 3A4 and resid 130 and name CA segia J* ^ nang ra , 

assign (segid 3A4 and resid 130 and name CA segid 3M ^ ^ ^ ^ , 

resign S 3M and SSS "S £ 2= " ! Isegid 3A4 and resid 398 and name CB , 
assign segid 3A4 and resid 130 and name CA ) 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 



i segia j/v* cii«-» - 

{segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB > 
(segid 3A4 and resid 400 and name CA > 
(segid 3A4 and resid 400 and name CB ) 



16.34 
15.43 
15.84 
15.94 
12.42 
13.96 
15.42 
14.29 
10-83 
10.24 
9.74 
10.30 
12.66 
14.07 
12.12 
12.17 
8.79 
7.48 
10.59 



20 



assign (segid 3A4 and resid 130 and name «^ 5aJ and resid 401 and name CA ) 10.59 

assign (segid 3A4 and resid 130 and name CA ) segid jm ana ^ ?5 

assign (segid 3A4 and resid 130 and name CA segid 3A4 and resid ^ ^ 



assign segid 3A4 and resid 130 and name CA 
assign segid 3A4 and resid 130 and name CA 
assign segid 3A4 and resid 130 and name CA 
assign segid 3A4 and resid 130 and name CA 
25 assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (se^id 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
assign (segid 3A4 and resid 130 and name CA 
30 assign (segid 3A4 and resid 130 and name CA 
assign segid 3A4 and resid 130 and name CA 

y . . i ~4 ^ i -an nnH name CA S 



(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB J 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB > 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 



14.60 
12.74 
11.99 
11.16 
10.00 
14.15 
14.57 
16.61 
15.79 
14.75 
15.65 



35 



40 



45 



assign (segid 3A4 and resid 130 and name CA segia j CB ^ Q6 

assigi. (segid 3A4 and resid 130 and name CA segid 3A4 and resid ^ ^ ^ ) 

assign (segid 3A4 and resid 130 and name CA segid 3A4 • ^ ^ ^ ^ „ „ 

assign {fegid ™ and SSd "o Tnd name S 1 Isegid 3A4 and resid 435 and name CA > 

a y * . «,a a „4 ^ 1 TO anrl name CB ) 



50 



55 



60 



assign segid 3A4 and resid 130 and name CB 
assign (segid 3A4 and resid 130 and name CB 
assign segid 3A4 and resid 130 and name CB 
assign segid 3A4 and resid 130 and name CB 
assign Uegid 3A4 and resid 130 and name CB 
assign (segid 3A4 and resid 130 and name CB 
assign (segid 3A4 and resid 130 and name CB 
assign segid 3A4 and resid 130 and name CB 
assign isegid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB > 
(segid 3A4 and resid 130 and name CB ) 
segid 3A4 and resid 130 and name CB ) 
assign (segid 3A4 and resid 130 and name CB ) 
assign (segid 3A4 and resid 130 and name CB 
assign isegid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name CB 

* ^ . _, - -i n nana f*ti \ 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name CA 
(segid 3A4 and resid 131 and name CB 
(segid 3A4 and resid 131 and name N 
(segid 3A4 and resid 131 and name O 
(segid 3A4 and resid 132 and name C 
(segid 3A4 and resid 132 and name CA 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 133 and name C > 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 



at a s =s s = = s s s = =- » - - - . 



(segid 3A4 and resid 130 and name CB 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 
assign (segid 3A4 and resid 130 and name CB ) 
assign segid 3A4 and resid 130 and name CB 
assign segid 3A4 and resid 130 and name CB 
assign segid 3A4 and resid 130 and name CB 
assign segid 3A4 and resid 130 and name CB 
segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name CB ) 



assign 
75 assign 
assign 
assign 

assign k segia jh«i anw — - 

assign (segid 3A4 and tesid 130 and name CB 

SO assign (segid 3A4 and tesid 130 and name CB 

assign (segid 4A4 and resid 130 and name CB 

assign Isegid 3A4 and resid 130 and name CB 

assign (segid 3A4 and resid 130 and name CB ) 



(segid 3A4 and resid 141 and name CB 
segid 3A4 and resid 147 and name CA 
(segid 3A4 and resid 147 and name CB 
(segid 3A4 and resid 148 and name CA 1 
(segid 3A4 and resid 149 and name CA 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA ) 
segid 3A4 and resid 151 and name CA 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB 
segid 3A4 and resid 153 and name CA 
isegid 3A4 and resid 153 and name CB 



SES 3 3A -d 6 e 2 °0 S = CB » S =5 54 and name CA 
^4 and resid 130 and name CB » (segid 3A4 and resid 55 and name CA 
(segid 3A4 and resid 130 and name CB J segid 3A4 and resid 155 ^ ^ ^ 

segid 3A4 and re^id 156 and name CB 
segid 3A4 and resid 157 and name CA 
segid 3A4 and resid 157 and name CB 
segid 3A4 and resid 158 and name CA ) 



15.26 
16.13 
5.47 
4.49 
5.35 
3.18 
6.32 
7.05 
6.95 
7.50 
5.74 
6.97 
6.64 
5.99 
6.41 
6.85 
6.16 
6.95 
6.21 
9.57 
9.66 
11.30 
11.09 
11.52 
12.85 
12.30 
14.42 
13.34 
12.69 
13.63 
14.79 
13.68 
14.47 
14.84 
12.83 
12.76 
11.22 
12.72 
13.20 
13.56 
11.29 
10.74 
11.20 
13.69 
14.45 
13.67 
13.34 
12.29 
11.20 
13.79 



0.63 
0.71 
0.63 
0.59 
0. 74 
1.11 
1.13 
1.22 
1.24 
1.11 
1.29 
1.17 
1.49 
1.46 
1.57 
1.51 
1.61 
1.64 
1.60 
1.62 
1.66 
1.57 
1.59 
1.3b 
1.28 
1.19 
1.23 
1.34 
1.32 
1.35 
1.21 
1.23 
1.00 
0.91 
1.38 
0.07 
0.09 
0.10 
0.08 
0.05 
0.05 
0.08 
0.13 
0.11 
0.04 
0.10 
0.21 
0.28 
0.26 
0.06 
0.11 
0.06 
0.08 
0.11 
0.06 
0.23 
0.17 
0.28 
0.36 
0.87 
1.24 

0- 96 
2.57 
2.87 

1- 21 
1.14 
2.53 
3.18 
3.55 
1.21 
1.24 
2.57 
3.36 
2.11 
2.12 
1.06 
1.30 
1.51 
1.93 
2.47 
1.51 
1.62 
1.90 



62 
71 
63 
.60 
.75 
.12 
.13 
.22 
.25 
1.11 
1.30 
1.17 
1.49 
1.45 
1.58 
1.50 
1.62 
1.63 
1.60 
1.62 
1.66 
1.57 
1.58 
1.35 
1.2B 
1.20 
1.23 
1.35 
1.32 
1.35 
1.21 
1.23 
0.99 
0.90 
1.38 
0.08 
0.09 
0.09 
0.09 
0.06 
0.06 
0.09 
0.12 
0.10 
0.04 
0.11 
0.21 
0.27 
0.27 
0.05 
0.11 
0.05 
0.08 
0.11 
0.07 
0.22 
0.16 
0.26 
0.36 
0.87 
1.23 
0.95 
2.58 
2.87 
1.22 
1.14 
2.52 
3.17 
3.54 
1.22 
1.24 
2.57 
3.35 
2.11 
2.12 
1.05 
1.29 
1.52 
1.93 
2.47 
1.51 
1.63 
1.89 



106 



assign _*« 3A4 and resid 130 and name CB , (segid » and ce^id 1|8 and jjjj. CB J 

assign (segid 3A4 and cesid 130 and nana CB ) segid J ^ ^ CB ( 

assign (segid 3A4 and cesid 130 and name CB segid » an ^ ) 

assign (segid 3A4 and cesid 130 and name CB segid 3A4 and ^ ^ c() ) 

5 assign (segid 3A4 and cesid 130 and name CB segid 3A4 a and name CB , 

assign Isegld 3A4 and cesid 130 and name CB segid 3A4 ana ^ ^ cB ( 

assign (segid 3A4 and cesid 130 and name CB ) ^gio j« ^ 

assign (segid 3A4 and cesid 130 and name CB segid 3A4 and cesid ^ ^ } 

assign (segid 3A4 and cesid 130 and name CB segid 3A4 an ^ ^ ^ , 

10 assign (segid 3A4 and cesid 130 and name CB segid »• ^ nB[ne CB , 

assign [segid 3A4 and cesid 130 and name CB segid an(J nflffle ^ , 

SSS KEZ » S3 SSS "30 fnd "name | KSj »* an* cesid 321 and name CB , 

a S "g" segid 3A4 and cesid 130 and name CB segid 3A4 

15 assign (segid 3A4 and cesid 130 and name CB J segid 3A4 

assign segid 3A4 and cesid 130 and name CB segid 3M 
Assign segid 3A4 and cesid 130 and name CB > (segid 3A4 



anu j. aw 

and resid 221 and name CB ) 
and resxd 247 and name CA ) 
and resxd 247 and name CB ) 
and resid 248 and name CA ) 
and resxd 248 and name CB ) 



assign (segxd 3A4 and resid 130 and name iseg^u *™ »~ ^ 

assxgn (segxd 3A4 and resxd 130 and name CB segxd 3A4 and resxd ^ ^ ^ 



20 



25 



30 



35 



40 



assign \ aeyiu — — 

assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB 
assxgn (segxd 3A4 and resxd 130 and name CB 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segid 3A4 and resxd 130 and name cb » 
assxgn (segid 3A4 and xesxd 130 and name CB ) 
assxgn (segid 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB > 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB 
assxgn (segxd 3A4 and resxd 130 and name CB 
(segxd 3A4 and resxd 130 and name CB 
(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 
and resxd 130 and name CB ) 



13.87 
16.44 
16.80 
16.50 
15.85 
15.55 
16.87 
16.76 
16.23 
16.20 
14.97 
17.66 
17.26 
17.17 
17.87 
14.71 
15.24 
14.04 
13.78 
14.94 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign . 

assxgn (segxd 3A4 
assxgn (segxd 3A4 
45 assxgn 



assxgn (segxd 3A4 and resxd 130 and name us — gnd name ^ , 

assxgn (segid 3A4 and resxd 130 and name CB segxd 3A4 ana ^ cb ) 

(segxd 3A4 and resxd 130 and name CB segxd 3A4 ana re 

(segxd 3A4 and resxd 130 and name CB segxd 3M and resxd 318 ^ ^ ^ 



(segxd 3A4 — - 

(segxd 3A4 and resxd 130 and name CB ) 
and resxd 130 and name CB ) 
,^ yA M and resxd 130 and name CB ) 

(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 



(segxd 3A4 and resxd 250 and name CA ) 
(segid 3A4 and resxd 250 and name CB ) 
(segxd 3A4 and resxd 251 and name CA 11.46 
(segxd 3A4 and resxd 251 and name CB 11. B8 
(segxd 3A4 and resxd 252 and name CA ) 
(segxd 3A4 and resxd 252 and name CB ) 
and resxd 253 and name CA ) 
and resxd 254 and name CA ) 
and resxd 255 and name CA ) 
and resxd 256 and name C ) 
and resxd 256 and name CA ) 
(segxd 3A4 and resxd 256 and name N ) 
(segid 3A4 and xesxd 256 and name O ) 
(segxd 3A4 and resid 257 and name CA 
(segxd 3A4 and resxd 257 and name N 
(segxd 3A4 and resxd 258 and name CA ) 
(segxd 3A4 and resid 258 and name CB ) 
(segxd 3A4 and resid 259 and name CA 
and resid 259 and name CB ) 
and resid 260 and name CA ) 
and resid 260 and name CB ) 
and resxd 261 and name CA ) 
and resxd 262 and name CA ) 
and resid 262 and name CB ) 
ise^u ^. and resid 263 and name CA ) 
(seuxd 3A4 and resid 263 and name CB ) 
(segxd 3A4 and resid 264 and name CA ) 
I segid 3A4 and resid 265 and name CA ) 
" " and resxd 266 and name CA ) 



(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



j segid 3A4 



50 



55 



assign 

assxgn \ocyj.u ^-«-» — -- •- . 

assxgn (segxd 3A4 and resxd 130 and name CB 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB > 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 



60 



65 



assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 



(segxd 3A4 and resid 318 and name CB ) 
(segxd 3A4 and resid 319 and name CA ) 
(segxd 3A4 and resxd 319 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segxd 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
.segid 3A4 and cesid 130 and n^e « , (segid 3A4 and cesid 392 and name CB > 
( segid 3A4 and cesid 130 and name CB segid 3A4 and cesid 3|J 

kes a and res;* s ss = s 5 i S in - = - J 



70 



75 



80 



V ocyj.u jxxi oiiv — 

(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 
(segxd 3A4 and resxd 130 and name CB ) 
assxgn (segid 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segxd 3A4 and resxd 130 and name CB 
assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segid 3A4 and resxd 130 and name CB ) 



and resxd 396 and name CB > 
l3eqiU and resxd 397 and name CA ) 
(segxd 3A4 and resxd 397 and name CB ) 
(segid 3A4 and resxd 398 and name CA ) 
(segxd 3A4 and resid 398 and name CB ) 
(segxd 3A4 and resid 399 and name CA ) 
(segid 3A4 and resxd 399 and name CB ) 
(segxd 3A4 and resxd 400 and name CA ) 
(segxd 3A4 and resxd 400 and name CB ) 



(segid 3A4 
(segxd 3A4 



9.16 
9.75 
9.94 
10.32 
7.67 
5.75 
5-39 
6.29 
5.39 
7.60 
6.83 
8.84 
9.49 
6.63 
5.67 
6.40 
6.25 
9.85 
10.78' 
10.52 
10.04 
8.88 
11.87 
14.49 
15.00 
15.74 
14.89 
14.82 
13.45 
16.09 
15.67 
16.15 
15.20 
15.91 
16.04 
12.57 
13.99 
15.40 
14.62 
11.32 
10.76 
9.82 
10.22 
12.80 
14.21 
12.63 
12.79 
9.31 
7.97 
10.70 



assxgn (segid 3A4 and resxd 130 and name cb ~£td 3A4 and resxd 401 and name CA ) 

assxgn (segxd 3A4 and resxd 130 and name CB segid 3A4 and resxd 4U ^ ^ Q5 

assxgn (segxd 3A4 and resxd 130 and name CB segxd 3A4 and resxd auz ^ ^ 

assxgn (segid 3A4 and resxd 130 and name CB ) (segxd 3A4 and resxa ^ _ rIk . *~ 

. ~ _ . i ~4 ion 9nH names f!B 



assxgn (segxd 3A4 and resxd 130 and name CB ) 
assxgn (segid 3A4 and resxd 130 and name CB ) 
assxgn (segid 3A4 and resxd 130 and name CB ) 
assign (segid 3A4 and resid 130 and name CB 
assxgn (segxd 3A4 and resjd 130 and name CB ) 
assxgn (segxd 3A4 and resid 130 and name CB ) 
assxgn (segxd 3A4 and resid 130 and name CB ) 
assign (segid 3A4 and resid 130 and name CB ) 
assign (segid 3A4 and resid 130 and name CB > 



(segid 3A4 and resxd 403 and name CA ) 
(segid 3A4 and resxd 403 and name CB ) 
(segxd 3A4 and resxd 404 and name CA ) 
(segid 3A4 and resid 404 and name CB 
{segxd 3A4 and resxd 405 and name CA ) 
(segxd 3A4 and resid 405 and name CB ) 
(segxd 3A4 and resxd 407 and name CA 
(sogid 3A4 and resid 407 and name CB 
(segid 3A4 and reaid 408 and name CA ) 



1.97 
1.36 
1.40 
1.51 
1.65 
2.11 
2.04 
0.50 
0.72 
0.27 
0.26 
0.55 
0.67 
1.02 
0.91 
1.39 
1.58 
1.49 
0.69 
0.53 
0.52 
0.67 
1.14 
1.58 
0.59 
0.64 
0.83 
0.94 
0.77 
0.60 
1.09 
0.76 
0.69 
1.49 
1.47 
2.08 
2.18 
1.55 
1.04 
1.40 
1.95 
2.07 
1.9B 
1.96 
1.43 
1.66 
1.98 
1.79 
1.71 
1.67 
1.75 
1.58 
1.52 
1.32 
1.44 
1.20 
1.07 
1.39 
1.85 
1.88 
1.87 
1.82 
1.66 
2.02 
1.95 
2.18 
2.15 
2.08 
1.98 
2.09 
2.13 
2.18 
2.12 
2 
1 
1 
1 
1 



13.34 
12.71 
11.57 
10.31 
14.32 
14.65 
16.32 
15.35 
15.94 



1.97 
1.35 
1.40 
1.51 
1.64 
2.11 
2.04 
0.50 
0.72 
0.27 
0.26 
0.54 
0.67 
1.02 
0.91 
1.39 
1.57 
1.49 
0.69 
0.53 
0.52 
0.67 
1.15 
1.58 
0.60 
0.64 
0.82 
0.84 
0.77 
0.60 
1.10 
0.76 
0.69 
1.48 
1.48 
2.08 
2.18 
1.56 
1.04 
1.41 
1.95 
2.06 
1.98 
1.96 
1.43 
1.66 
1.98 
1.79 
1.72 
1.67 
1.74 
1.58 
1.52 
1.31 
1.43 
1.21 
1.08 
1.38 
1.85 
1.89 
1.B6 
1.82 
1.66 
2.03 
1.94 
2.18 
2.14 
2.09 
1.98 
2.09 
2.14 
2.18 
2.12 
2.18 
1.90 
1.88 
1.65 
1.61 
1.5S 
1.65 
1.47 
1.48 
1.36 



17 
.90 
.88 
.65 
.62 
1.55 
1.65 
1.48 
1.47 
1.37 



107 



assxgn <seg,d » and resid 130 and name CB , Jsegid »4 and resid 408 and narce CB , 

assign (segid 3A4 and resid 130 and name CB <segia (M an<J namQ m , 

assign (segrd 3A4 and resid 130 and name CB segia a« ^ ^ ^ a , 

assign (segid 3A4 and resid 130 and nana CB segid 3A4 a ^ ^ , 

assign (segid 3A4 and resid 130 and name CB segid w a ^ name c , 

assign (segid 3A4 and resid 130 and name N ) [segia j«i e _ r 

^ w . - * »nr! name N 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



assign (segxu , „ 

assign (segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name M 
assign (segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name N 
assign segid 3A4 and resid 130 and name N 
assign segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name N 
assign segid 3A4 and resid 130 and name N 
assign segid 3A4 and resid 130 and name N 
assign segid 3A4 and resid 130 and name N 
assign segid 3A4 and resid 130 and name M 
assign segid 3A4 and resid 130 and name N 
assign segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name N 
assign segid 3A4 and resid 130 and name H 
assign (segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name M 
assign (segid 3A4 and resid 130 and name N 
assign (segid 3A4 and resid 130 and name M 
assign (segid 3A4 and resid 130 and name N 
(segid 3A4 and resid 130 and name N 
(seqid 3A4 and resid 130 and name N 
* and resid 130 and name 0 
and resid 130 and name 0 
and resid 130 and name 0 
and resid 130 and name O 
and resid 130 and name 0 
and resid 130 and name 0 
1H « yJ . u — and resid 130 and name 0 
(segid 3A4 and resid 130 and name 0 
(segid 3A4 and resid 130 and name 0 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name 0 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name 0 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name 0 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name 0 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name 0 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and resid 130 and name O 
(segid 3A4 and re3id 130 and name O 
(segid 3A4 and resid 130 and name 0 
(segid 3A4 and re3id 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name c 
(segid 3A4 and resid 131 and name c 
(segid 3A4 and resid 131 and name c 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name C 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
as9ign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



isegiu J/** e»i«j 

(segid 3A4 and resid 130 and name CA 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 130 and name 0 ) 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB 
(segid 3A4 and resid 131 and name N ) 
(segid 3A4 and resid 131 and name O 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 132 and name O > 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB 
(segid 3A4 and resid 133 and name CGI 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 
( segid 3A4 and resid 133 and name O 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N > 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 130 and name CB ) 
i segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 131 and name CA 



(segid 3A4 and resid 131 and name CB 
(segid 3A4 and resid 131 and name N 
(segid 3A4 and resid 131 and name O 
(segid 3A4 and resid 132 and name C 



(segid 3A4 and resid 132 and name CA ) 



) 



) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name N 
(segid 3A4 and resid 132 and name O ) 
(segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 133 and name CA 
(segid 3A4 and resid 133 and name CB 
(segid 3A4 and resid 133 and name CGI 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name M ) 
(segid 3A4 and resid 133 and name O ) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and resid 134 and name O ) 
(segid 3A4 and resid 135 and name C ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name N ) 
(segid 3A4 and resid 136 and name K ) 
(segid 3A4 and resid 137 and name N 1 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name O > 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 132 and name O ) 
(segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 133 and name O ) 
(*,egid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
I segid 3A4 and resid 134 and name O ) 
(segjd 3A4 and resid 135 and name C ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 



15.05 
17.82 
15.86 
14.26 
15.23 
2.50 
1.47 
2.39 
3.57 
4.78 
4.22 
5.01 
2.81 
5.86 
5. 86 
5.54 
5.68 
4.48 
7.07 
6.62 
5.85 
5.32 
5.25 
6.54 
5.06 
7.83 
7.29 
6.18 
6.35 
6.70 
6.60 
6.56 
3.30 
3.02 
2.73 
4.22 
2.25 
3.47 
4.29 
4.56 
5.57 
3.59 
5.21 
3.91 
3-93 
3.87 
4.83 
4.84 
3.49 
5.07 
4.98 
3.84 
3.01 
6.12 
7.24 
6.34 
6.59 
4.99 
6.97 
7.75 
6.02 
6.52 
2.51 
1.24 
2.99 
2.42 
3.71 
1.33 
3.86 
4.49 
4.42 
5.23 
5.90 
6.50 
3.25 
5.54 
4.81 
4.55 
3.80 
6.02 
5.98 
4.91 
4.50 



1.42 
1.11 
1.40 
1.32 
1.78 
0.03 
0.01 
0.04 
0.04 
0.08 
0.04 
0.07 
0.03 
0.06 
0.09 
0.14 
0.19 
0.15 
0.09 
0.07 
0.10 
0.20 
0.27 
0.23 
0.07 
0.07 
0.12 
0.09 
0.61 
0.47 
0.23 
0.46 
0.02 
0.06 
0.04 
0.04 
0.02 
0.09 
0.08 
0.08 
0.10 
0.07 
0.11 
0.06 
0.06 
0.12 
0.14 
0.13 
0.04 
0.09 
0.07 
0.10 
0.07 
0.08 
0.07 
0.09 
0.14 
0.08 
0.06 
0.10 
0.77 
0.77 
0.02 
0.01 
0.05 
0.01 
0.02 
0.00 
0.09 
0.07 
0.06 
0.08 
0.08 
0.08 
0.06 
0.05 
0.15 
0.20 
0.16 
0.14 
0.07 
0.10 
0.11 



1.41 
1.11 
1.40 
1.31 
1.77 
0.03 
0.02 
0.04 
0.03 
0.07 
0.04 
0.06 
0.04 
0.05 
0.09 
0.14 
0.18 
0.14 
0.09 
0.08 
0.10 
0.19 
0.27 
0.23 
0.07 
0.06 
0.12 
0.09 
0.62 
0.46 
0.23 
0.47 
0.01 
0.05 
0.05 
0.04 
0.01 
0.08 
0.08 
0.07 
0.09 
0.08 
0.10 
0.07 
0.06 
0.11 
0.14 
0.14 
0.04 
0.08 
0.06 
0.10 
0.08 
0.08 
0.07 
0.10 
0.14 
0.07 
0.06 
0.10 
0.78 
0.78 
0.03 
0.01 
0.06 
0.01 
0.03 
0.01 
0.09 
0.07 
0.06 
0.08 
0.08 
0.09 
0.05 
0.05 
0.15 
0.20 
0.17 
0.14 
0.06 
0.10 
0.10 
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45 



50 



55 



60 



65 



assign (segid 3A4 and resid 131 and name C 
assign (segid 3A4 end resid 131 and name C 
assign (segid 3A4 and resid 131 and name C 
assign (segid 3A4 and reaid 131 and name C 
assign (segid 3A4 and resid 131 and name C 
assign (segid 3A4 and resid 131 and name C 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA 
assign (slgid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign seg\d 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and lesid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA J 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and tesid 131 and name CA } 
(segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA 
assign segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and rosid 131 and name CA ) 
assign segid 3A4 and resid 131 and name CA ) 



(segid 3A4 and resid 135 and name N ) 
(segid 3A4 and resid 135 and name O ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and tesid 136 and name CB ) 
(segid 3A4 and resid 136 and name N 1 
(segid 3A4 and resid 131 and name N ) 
(segid 3A4 and resid 131 and name C ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name O ) 
(segid 3A4 and resid 132 and name C 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 132 and name O ) 
(segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N > 
(segid 3A4 and resid 133 and name O ) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and resid 134 and name O ) 
(segid 3A4 and resid 135 and name C ) 
(segid 3A4 and resid 135 and name CA ) 



assign 
assign 
assign 
assign 



70 



(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name N 
(segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 137 and name CA 
(segid 3A4 and resid 13B and name CA ) 
(segid 3A4 and resid 13B and name CB ) 
(segid 3A4 and resid 139 and name CA > 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 147 and name CA ) 
(segid 3A4 and resid 147 and name CB J 
(seaid 3A4 and resid 148 and name CA ) 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 157 and name CA J 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB > 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 19B and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 201 and name CA ) 
segid 3A4 and resid 201 and name CB ) 



assign iseg^d 3A4 and resid 131 and name CA segia « «« -~ -~ ^ ^ ) 

!!2!2 ^ I**?* \l\ and 2ft £SS 3A4 and resid 205 and name CB ) 



75 



80 



t&egiu -w» o»» - v : 

assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA 
assign (segid 3A4 and resid 131 and name CA ) 
assign (segid 3A4 and resid 131 and name CA ) 



( segia - 

(seqid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA > 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CB ) 



4.04 
7.14 
7.16 
7.24 
5.87 
7.66 
1.52 
1.53 
2.40 
4.40 
3.81 
4.89 
2.45 
5.33 
5.44 
5.43 
5.92 
6.61 
7.14 
4.36 
6.54 
5.61 
5.10 
4.52 
6.80 
7.21 
6.01 
5.66 
5.05 
8.53 
8.65 
7.21 
9.75 
10.40 
9.84 
11.16 
9.66 
9.12 
9.70 
10.72 
11.41 
12.28 
12.46 
10.56 
10.38 
9.28 
11.14 
11.65 
11.81 
10.12 
9.48 
10.44 
13.14 
13.70 
13.22 
12.72 
12.49 
11.40 
17.74 
18.28 
17.79 
17.42 
14.95 
14.42 
17.54 
18.79 
15.62 
14.39 
15.17 
14.98 
16.46 
15.00 
18.55 
18.52 
14.44 
13.66 
14.48 
13.47 
15.54 
14.92 
18.36 
18.41 
18.81 



0.12 
0.07 
0.10 
0.20 
0.09 
0.09 
0.00 
0.02 
0.02 
0.06 
0.02 
0.01 
0.03 
0.10 

o.io 

0.06 
0.10 
0.13 
0.10 
0.05 
0.10 
0.18 
0.25 
0.18 
0.18 
0.07 
0.09 
0.09 
0.12 
0.08 
0.18 
0.08 
0.15 
0.23 
0.48 
0.88 
0.88 
0.41 
2.28 
2.68 
1.43 
1.76 
0.55 
0.72 
1.13 
1.75 
1.95 
0.86 
0.99 
1.63 
1.71 
3.27 
2.37 
1.86 
1.9? 
1.70 
3.08 
3.43 
1.44 
1.18 
1.07 
1.19 
0.96 
1.06 
0.86 
0.B7 
0.96 
0.95 
0.89 
0.74 
1.16. 
1.12 
0.94 
1.00 
0.74 
0-83 
0.33 
0.30 
0.26 
0.27 
0.46 
0.56 
0.35 



0.11 
0.08 
0.11 
0.19 
0.08 
0.09 
0.01 
0.02 
0.02 
0.06 
0.03 
0.02 
0.03 
0.09 
0.09 
0.06 
0.10 
0.13 
0.10 
0.06 
0.09 
0.17 
0.24 
0.17 
0.18 
0.07 
0.09 
0.09 
0.11 
0.09 
0.18 
0.07 
0.15 
0.23 
0.47 
0.88 
0.87 
0.42 
2.28 
2.68 
1.43 
1.77 
0.55 
0.71 
1.14 
1.75 
1.95 
0.85 
0.99 
1.63 
1.70 
3.26 
2.37 
1.86 
1.93 
1.70 
3.07 
3.44 
1.45 
1.19 
1.06 
1.19 
0.95 
1.05 
0.87 
0.87 
0.97 
0.96 
0.88 
0.73 
1.16 
1.12 
0.94 
1.00 
0.73 
0.84 
0.32 
0.31 
0.26 
0.28 
0.45 
0.55 
0.35 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
1 5 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
ass; gn 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and resid 131 
and reaid 131 
and resid 131 
and resid 131 
and resid 131 



and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA 1 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA } 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and namo CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(:»egid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 224 and name CB ) 
and resid 245 and name CA ) 
and resid 246 and name CA ) 
and resid 247 and name CA ) 
and resid 247 and name CB > 
and resid 248 and name CA ) 
and resid 248 and name CB ) 
and resid 24 9 and name CA ) 
and resid 250 and name CA ) 
and reaid 250 and name CB ) 
and resid 251 and name CA ) 
and resid 251 and name CB ) 
and resid 252 and name CA ) 
and resid 252 and name CB ) 
and resid 253 and name CA ) 
and resid 254 and name CA ) 
and resid 255 and name CA ) 
and resid 256 and name CA ) 
and resid 257 and name CA ) 
and resid 258 and name CA ) 
and resid 258 and name CB ) 
and resid 259 and name CA ) 
and resid 259 and name CB ) 
and resid 260 and name CA ) 
and resid 260 and name CB ) 
and resid 261 and name CA ) 
and resid 262 and name CA ) 
and resid 262 and name CB ) 
and resid 263 and name CA ) 
and resid 263 and name CB ) 
and resid 264 and name CA ) 
and resid 265 and name CA ) 
and resid 267 and name CA ) 
and resid 267 and name CB ) 
and resid 318 and name CB ) 
and resid 391 and name CA ) 
and resid 391 and name CB ) 
and resid 392 and name CA ) 
and resid 392 and name CB ) 
and resid 393 and name CA ) 
and resid 394 and name CA ) 
and resid 394 and name CB ) 
and resid 395 and name CA ) 
and resid 396 and name CA ) 
and resid 396 and name CB ) 
and resid 397 and name CA > 
and resid 397 and name CB > 
and resid 398 and name CA ) 
and resid 398 and name CB ) 
and resid 399 and name CA > 
and resid 399 and name CB ) 
and resid 400 and name CA ) 
and resid 400 and name CB ) 
and resid 401 and name CA ) 
and resid 402 and name CA ) 
and resid 402 and name CB ) 
and resid 403 and name CA ) 
and resid 403 and name CB > 
and resid 404 and name CA ) 
and resid 404 and name CB ) 
and resid 405 and name CA ) 
and resid 405 and name CB ) 
and resid 406 and name CA > 
and resid 407 and name CA ) 
and resid 407 and name CB ) 
and resid 408 and name CA ) 
and resid 408 and name CB ) 



0.33 
0.74 
0.61 
0.50 
0.43 
0.62 
0.73 
0.63 
0.57 
0.56 
0.44 
0.36 
0.67 
0.71 
1.15 
1.26 
1.37 
1.21 



dlHJ *■ " - — 

and resid 132 and name C 
and resid 132 and name CA 
and resid 132 and name CB 
and resid 132 and name N 
and resid 132 and name 0 
and resid 133 and name C 
and resid 133 and name CA ) 
and resid 133 and name CB ) 



caiiu - — 

and resid 133 and name N 
and resid 134 and name C 
and resid 134 and name CA 
and resid 134 and name N 
and resid 135 and name CA 
and resid 135 and name CB 
and resid 135 and name H 
and resid 136 and name CA 



16.64 
17.95 
18.18 
16.67 
17.28 
13.63 
13.83 
13.39 
13.94 
15.21 
11.42 
11.52 
8.74 
8.99 
10.49 
11.68 
8.93 
6.79 
9.75 
11.72 
12.28 
9.91 
8.88 
9.32 
8.76 
12.97 
14.17 
13.92 
13.14 
11.83 
14.78 
17.70 
18.52 
17.53 
16.61 
18.16 
17.40 
17.30 
17.18 
14.06 
16.14 
17.61 
16.33 
12.69 
11.63 
12.21 
12.79 
15.25 
16.62 
14.37 
14.18 
11.18 
9.94 
13.33 
16.26 
17.07 
14 .80 
13.88 
13.27 
12.24 
16.54 
17.10 
18.75 
17.46 
16.26 
17.39 
16.73 
5.44 
4.51 
5.41 
3.19 
6.31 
6.84 
6.81 
7.36 
5.62 
6.72 
6.41 
5.94 
6.73 
6.09 
6.01 
9.50 



34 
1.38 
1.32 
1.16 
1.09 
1.17 
1.11 
1.19 
1.06 
1.03 
0.87 
0.62 
0.85 
0.95 
0.81 
0.83 
1.39 
0.83 
0.86 
0.75 
0.79 
0.70 
0.78 
0.81 
0.51 
0.47 
0.50 
0.60 
0.68 
0.50 
0.50 
0.37 
0.41 
0.30 
0.41 
0.47 
0.27 
0.30 
0.17 
0.16 
0.34 
0.36 
0.42 
0.38 
0.34 
0.40 
0.41 
0.28 
0.27 
0.05 
0.04 
0.07 
0.05 
0.10 
0.10 



0.34 
0.74 
0.61 
0.50 
0.44 
0.61 
0.73 
0.62 
0.58 
0.56 
0.45 
0.37 
0.68 
0.70 
1.15 
1.27 
1.36 
1.21 
1.33 
1.38 
1.33 
1.16 



08 
12 
07 
22 
.29 
.19 
0-13 
0.08 
0.16 
0.10 



08 
,18 
,12 
.19 
.06 
.03 
.88 
.82 
.86 
0.95 
0.82 
0.63 
1.40 
0.84 
0.86 
0.75 
0.78 
0.71 
0.77 
0.60 
0.51 
0.46 
0.50 
0.60 
0.67 
0.50 
0.50 
0.36 
0.41 
0.30 
0.42 
0.47 
0.27 
0.30 
0.16 
0.17 
0.34 
0.35 
0.41 
0.37 
0.35 
0.39 
0.41 
0.29 
0.28 
0.05 
0.04 
0.08 
0.05 
0.10 
0.10 
0.07 
0.12 
0.08 
0.21 
0.28 
0.19 
0.12 
0.09 
0.16 
0.11 
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assign 
as&ign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 a&sign 
assign 
assign 
assign 



55 



60 



65 



(senid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segjd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(5, eg id 3A4 
(segid 3A4 
(segid 3A4 



and resid 131 and name CB ) 
and res id 131 and name CB ) 
and re 9 id 131 and name CB ) 
and resid 131 and name CB ) 
and res id 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB > 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 



10.70 
11.80 
9.94 
9.38 
9.62 
10.49 



10.22 
10.09 
8.78 



11.39 
9.72 
9.14 
9.78 



and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 
and resid 131 and name CB ) 



(segid 3A4 and resid 136 and name CB ) 9.68 
(segid 3A4 and resid 137 and name CA ) J 0 -^ 
(segid 3A4 and resid 138 and name CA ) 11.33 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 147 and name CA ) 11.25 
(segid 3A4 and resid 147 and name CB ) 12.15 
(segid 3A4 and resid 148 and name CA > 12.19 
(segid 3A4 and resid 149 and name CA ) in 5 
(segid 3A4 and lesid 149 and name CB ) 
(segid 3A4 and re3id 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 10.47 
(segid 3A4 and resid 152 and name CA ) 11.15 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 

(segid 3A4 and resid 154 and name CA ) 

(segid 3A4 and resid 155 and name CA ) 12.56 
(segid 3A4 and resid 155 and name CB ) 13.12 
(segid 3A4 and resid 156 and name CA ) 12.88 
(segid 3A4 and resid 156 and name CB ) 12.45 
(segid 3A4 and resid 190 and name CB ) 17.45 
(segid 3A4 and resid 193 and name CA ) 17.60 
(segid 3A4 and resid 193 and name CB ) 17.14 
(segid 3A4 and resid 194 and name CA ) 14.96 
(segid 3A4 and resid 194 and name CB ) 14.48 
(segid 3A4 and resid 195 and name CA ) 17.75 
(segid 3A4 and resid 197 and name CA ) 15.66 
(segid 3A4 and resid 197 and name CB ) 14.39 
(segid 3A4 and resid 198 and name CA ) 15.52 
(segid 3A4 and resid 198 and name CB ) 15.40 
(segid 3A4 and resid 201 and name CA ) 16.84 
(segid 3A4 and tesid 201 and name CB ) 15.40 
(segid 3A4 and resid 219 and name CA ) 15.43 
(segid 3A4 and resid 219 and name CB ) 14.59 
(segid 3A4 and resid 220 and name CA ) 15.59 
(segid 3A4 and resid 220 and name CB ) 14.63 
(segid 3A4 and resid 221 and name CA ) 16.46 
(segid 3A4 and resid 221 and name CB ) 15.76 
(segid 3A4 and zesid 222 and name CA ) 19.25 
(segid 3A4 and resid 245 and name CA ) 18.61 
(segid 3A4 and resid 246 and name CA ) 18.89 
(segid 3A4 and resid 247 and name CA ) 17.57 
(segid 3A4 and resid 247 and name ,CB ) 18.25 
(segid 3A4 and resid 248 and name CA ) 14.48 
(segid 3A4 and resid 248 and name CB ) 14.62 
(segid 3A4 and resid 249 and name CA ) 14.02 
(segid 3A4 and resid 250 and name CA ) 14.73 
(segid 3A4 and resid 250 and name CB ) 16.05 
(segid 3A4 and resid 251 and name CA ) 12.44 
(segid 3A4 and resid 251 and name CB ) 12.60 
(segid 3A4 and resid 252 and name CA > 9.54 
(segid 3A4 and resid 252 and name CB ) 9.66 
(segid 3A4 and resid 253 and name CA ) 11.03 
(segid 3A4 and resid 254 and name CA ) 12.47 
(segid 3A4 and resid 255 and name CA ) 9.88 
(segid 3A4 and resid 256 and name CA ) 7.37 
(segid 3A4 and resid 257 and name CA ) 9.98 
(segid 3A4 and resid 258 and name CA ) 12.23 
(segid 3A4 and resid 258 and name CB ) 12 -92 
(segid 3A4 and resid 259 and name CA 10. S4 
(segid 3A4 and resid 259 and name CB 9.64 
(segid 3A4 and resid 260 and name CA 9.46 
(segid 3A4 and resid 260 and name CB 8.75 
| segid 3A4 and resid 261 and name CA 13.07 
(segid 3A4 and resid 262 and name CA 14.51 
(segid 3A4 and resid 262 and name CB 14.39 
(*egid 3A4 and resid 263 and name CA 13.34 
segid 3A4 and resid 263 and name CB 12.01 
(segid 3A4 and resid 264 and name CA 14.69 
(segid 3A4 and re*id 265 and name CA 17.74 
segid 3A4 and resid 266 and name CA 18.32 
(segid 3A4 and resid 267 and name CA 18.46 
segid 3A4 and resid 267 and name CB 17.40 
segid 3A4 and resid 393 and name CA 15.30 
segid 3A4 and resid 394 and name CA 17.28 
segid 3A4 and c rosid 395 and name CA ) 17.53 
seaid 3A4 and resid 396 and name CA ) 13.91 
segtd 3A4 and resid 396 and name CB ) 13.09 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 



0.18 
0.15 
0.28 
0.58 
0.94 
0.88 
0.35 
2.39 
2.87 
1.57 
1.87 
0.62 
0.53 
0.92 
2.21 
2.62 
1.35 
0.83 
2.14 
2.13 
3.98 
3.16 
2.64 
2.51 
2.10 
1.85 
1.08 
1.19 
1.09 
1.34 
0.96 
0.69 
0.69 
0.59 
0.51 
0.96 
0.91 
0.79 
0.87 
0.35 
0.34 
0.25 
0.26 
0.42 
0.54 
0.68 
0.50 
0.38 
0.49 
0.56 
0.79 
0.92 
0.90 
0.67 
0.44 
0.94 
0.92 
1.60 
1.S7 
1.52 
1.53 
1.69 
1.58 
1.51 
1.19 
1.05 
1.30 
1.34 
1.37 
1.07 
1.01 
0.78 
0.70 
0.87 
0.97 
0.74 
0.68 
0.69 
0.71 
0.71 
0.40 
0.35 
0.43 



0.18 
0.16 
0.28 
0.58 
0.94 
0-87 
0.35 
2.40 
2.87 
1.57 
1.86 



0.62 
0.54 
0.91 
2.20 
2.63 
1.35 
0.82 
2.14 
2.12 
3.99 
3.17 
2.65 
2.51 
2.10 
1.84 
1.07 
1.18 
1.10 
1.34 
0.96 
0.70 
0.69 
0.59 
0.50 
0.96 
0.92 
0.79 
0.B6 
0.34 
0.34 
0.24 
0.26 
0.41 
0.55 
0.67 
0.51 
0.38 
0.49 
0.56 
0.80 
0.93 
0.90 
0.66 
0.44 
0.94 
0.91 
1.59 
1.58 
1.52 
1.52 
1.69 
1.59 
1.52 
1.18 
1.06 
1.31 
1.33 
1.37 
1.07 
1. 01 
0.78 
0.71 
0.86 



0.97 
0.74 
0.68 
0.68 
0.70 
0.71 
0.39 
0.3b 
0.43 
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assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
5 assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
10 assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
15 assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
20 assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name CB 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
25 assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
30 assign (segid 3A4 and resxd 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resxd 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
35 assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and xesid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name H 
assign (segid 3A4 and resid 131 and name N 
40 assign (segid 3A4 and resxd 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name N 
45 assign (segid 3A4 and resid 131 and name N 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
50 assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
(segid 3A4 and resid 131 and name O 



) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 



13.20 
13.83 
16.23 
17.62 
15.35 



(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA J 
(segid 3A4 and resid 399 and name CB 15.23 
(segid 3A4 and resid 400 and name CA ) 12.05 
(segid 3A4 and resid 400 and name CB J 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 



10.88 
14.01 
16.94 
17.82 
15.39 
14.53 
13.61 
12.57 
16.84 
17.46 
17.62 
16.44 
17.36 



(segid 3A4 and resid 408 and name CB ) 16.70 



V ocyi-u - 

(segid 3A4 and resid 131 and name 
(segid 3A4 and resid 131 and name 
(segid 3A4 and resid 131 and name O 
(segid 3A4 and resid 131 and name O 



assign 
assign 
assign 
55 assign 

assign »o«^*.v* — 

assign (segid 3A4 and resid 131 and name ~ 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
60 assign (segid 3A4 and resid 131 and name O 
aBsign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
65 assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
70 assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resxd 131 and name O 
75 assign (segid 3A4 and resid 131 and name O 
assign (segid 3A4 and resid 132 and name c 
assign (segid 3A4 and resxd 132 and name C 
assign (segid 3A4 and resid 132 and name C 
assign (segid 3A4 and resid 132 and name C 
80 assign (segid 3A* and resid 132 and name C 
assiqn (segid 3A4 and resid 132 and name C 
assign (segid 3A4 and resid 132 and name C 
assign (segid 3A4 and resid 132 and name C 



laeyxu - ■ 

(segid 3A4 and resid 131 and name C ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 131 and name 0 ) 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 132 and name O ) 
( segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB > 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 133 and name O ) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and resid 134 and name O ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name N J 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name N ) 
(segid 3A4 and resid 132 and name 0 ) 
(segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 133 and name 0 ) 
(segid 3A4 and resid 134 and name C > 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N ) 
(segid 3A4 and resid 134 and name O ) 
(segid 3A4 and resid 135 and name C ) 
I segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name N ) 
(segid 3A4 and resid 135 and name O ) 
(segid 3A4 and resid 136 and name C ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name N ) 
(segid 3A4 and resid 137 and name CA ) 



1 3Wy4-U JIM ail** -~ • 

(segid 3A4 and resid 137 and name N 
(segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 132 and name CB 
(segxd 3A4 and resid 132 and name O 
(segid 3A4 and resid 133 and name C 
isegid 3A4 and resid 133 and name CA ) 
(segid 3A4 and xesid 133 and name CB) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 133 and name N ) 



2.46 
1.45 
2.46 
3.50 
4.74 
4.25 
5.04 
2.85 
5.84 
5.61 
5.35 
5.47 
6.00 
6.72 
4.35 
6.81 
6.38 
5.59 
4.79 
7.60 
7.10 
6.87 
6.00 
6.29 
3.29 
2.91 
2.72 
4.22 
2.25 
3.41 
4.02 
4.31 
5.35 
6.22 
6.45 
3.37 
4.90 
3.75 
3.78 
3.29 
4.92 
4.84 
3.71 
3.39 
2.87 
5.98 
7.09 
6.25 
6.53 
4.88 
7.82 
6.72 
7.66 
7.42 
2.49 
1.24 
3.03 
2.43 
3.72 
4.13 
4.96 
1.33 



0.46 
0.57 
0.28 
0.30 
0.37 
0.52 
0.29 
0.24 
0.24 
0.29 
0.28 
0.60 
0.62 
0.72 
0.67 
0.73 
0.62 
0.89 
0.92 
0.71 
0.59 
0.03 
0.01 
0.04 
0.03 
0.05 
0.04 
0.05 
0.04 
0.06 
0.05 
0.09 
0.16 
0.19 
0.16 
0.08 
0.06 
0.11 
0.17 
0.11 
0.13 
0.06 



09 
08 
,81 
.05 
.04 
.03 
0.04 
0.03 
0.11 
O.09 
0.09 
0.11 
0.07 
0.12 
0.09 
0.07 
0.15 
0.18 
0.16 
0.14 
0.06 
0.10 
0.09 
0.13 
0.08 
0.07 
0.09 



0.45 
0.57 
0.28 
0.30 
0.37 
0.51 
0.29 
0.23 
0.24 
0.29 
0.28 
0.60 
0.63 
0.72 
0.68 
0.72 
0.62 
0.89 
0.92 
0.71 
0.59 
0.03 
0.01 
0.05 
0.03 
0.05 
0.04 
0.06 
0.05 
0.06 
0.06 
0.09 
0.16 
0.19 
0.16 
0.08 
0.05 
0.12 
0.18 
0.12 
0.13 
0.07 
0.09 
0.08 
0.82 
0.06 
0.05 
0.04 
0.04 
0.02 
0.11 
0.08 
0.08 
0.11 
0.08 
0.13 
0.08 
0.07 
0.15 
0.18 
0.16 
0.15 
0.07 
0.09 
0.08 
0.13 
0.07 
0.07 
0.10 
0.17 
0.08 
0.09 
0.07 
0.11 
0.35 
0.01 
0.01 
0.03 
0.01 
0.02 
0.05 
0.04 
0.00 



0.17 

o.oa 

0.09 
0.07 
0.11 
0.34 
0.01 
0.02 
0.02 
0.02 
0.02 
0.05 
0.03 
0.01 



112 



10 



15 



assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 end name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A0 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 
assign (segid 3A4 and resid 132 and name 



20 



25 



30 



assiyu «"-*-* — — ~ 

assign (segid 3A4 and resid 132 and name C 

assign (segid 3A4 and resid 132 and name C 

(segid 3A4 and resid 132 and name C 

(segid 3A4 and resid 132 and name CA 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 133 and name 0 
(segid 3A4 and resid 134 and name C 
(segid 3A4 and resid 134 and name CA 
(segid 3A4 and resid 134 and name N 
(segid 3A4 and resid 134 and name O 
(segid 3A4 and resid 135 and name C 
(segid 3A4 and resid 135 and name CA 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name N 
(segid 3A4 and resid 135 and name O 
(segid 3A4 and resid 136 and name C 



(segid 3A4 and resid 136 and name CA ) 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



80 



(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA > 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA 
" (segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
« wy „ (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA J 
assign (segid 3A4 and resid 132 and name CA | 
assign (segid 3A4 and resid 132 and name CA 
(segid 3A4 and resid 132 and name CA 
(segid 3A4 and resid 132 and name CA J 
(segid 3A4 and resid 132 and name CA ) 
dsaiyn (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 



(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name O 
(segid 3A4 and resid 137 and name CA 
(segid 3A4 and resid 137 and name N 
(segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 140 and name O 
(segid 3A4 and resid 132 and name C 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name O 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 133 and name N 
(segid 3A4 and resid 133 and name O 
(segid 3A4 and re3id 134 and name C 
(segid 3A4 and resid 134 and name CA 
(segid 3A4 and resid 134 and name N 
(segid 3A4 and resid 134 and name O 
(segid 3A4 and resid 135 and name C 
(segid 3A4 and resid 135 and name CA 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name N 
(segid 3A4 and resid 135 and name O 
(segid 3A4 and resid 136 and name C 
(segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 137 and name CA 
(segid 3A4 and resid 137 and name N 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name O ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 147 and name CA ) 
(segid 3A4 and resid 147 and name CB ) 
(segid 3A4 and resid 148 and name CA ) 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and 'resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 197 and name CA j 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and xesid 220 and name CA I 
I segid 3A4 arid resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 



3. 84 
4.57 
4.54 
3.36 
5.61 
4.83 
4.53 
4.37 
3.81 
6.03 
6.03 
5.01 
4.64 
4.10 
7.17 
7.12 
5.88 
7.78 
7.21 
1.52 
1.53 
2.40 
4.41 
3.80 
4.88 
5.08 
6.26 
2.43 
5.29 
5.50 
5.51 
4.43 
6.60 
5.64 
5.09 
4.50 
4.54 
6.82 
7.28 
6.13 
5.83 
5.12 
8.50 
7.22 
9.94 
9.81 
9.95 
9.14 
9.02 
7.43 
9.01 
9.98 
11.04 
11.69 
12.44 
11.24 
11.13 
10.26 
12.52 
13.18 
13.17 
12.07 
11.34 
15.81 
15.51 
14.86 
16.83 
16.43 
16.82 
15.74 
16.10 
16.04 
16.58 
15.19 
18.62 
17.92 
12.78 
12.09 
13.47 
12.66 
14.93 
14.41 
17.29 



0.08 
0.10 
0.11 
0.13 
0.09 
0.07 
0.11 
0.16 
0.11 
0.06 
0.16 
0.11 
0.21 
0.08 
0.17 
0.26 
0.21 
0.09 
0.27 
0.01 
0.02 
0.02 
0.02 
0.01 
0.04 
0.05 
0.03 
0.02 
0.08 
0.11 
0.12 
0.13 
0.09 
0.05 
0.10 
0.14 
0.11 
0.05 
0.16 

o.is 

0.24 
0.10 
0.23 
0.19 
0.07 
0.40 
0.39 
0.19 
0.73 
0.25 
0.67 
1.22 
3.59 
4.00 
1.84 
1.01 
0.57 
3.15 
2.94 
1.30 
0.84 
1.98 
2.17 
2.02 
1.82 
1.70 
1.04 
1.11 
0.71 
0.75 
0.78 
0.80 
0.73 
0.71 
0.73 
0.70 
0.94 
0.88 
0.81 
0.79 
0.48 
0.36 
0.62 



0.08 
0.10 
0.10 
0.12 
0.10 
0.07 
0.10 
0.16 
0.11 
0.07 
0.17 
0.12 
0.21 
0.08 
0.17 
0.26 
0.20 
0.10 
0.27 
0.01 
0.01 
0.01 
0.02 
0.00 
0.03 
0.06 
0.02 
0.02 
0.08 
0.11 
0.13 
0.13 
0.10 
0.05 
0.10 
0.13 
0.11 
0.05 
0.16 
0.16 
0.24 
0.10 
0.23 
0.19 
0.07 
0.40 
0.39 
0.20 
0.74 
0.26 
0.67 
1.23 
3.58 
3.99 
1.84 
1.01 
0.57 
3.15 
2.94 
1.30 
0.83 



1.98 

2.17 

2.02 

1.81 

1.70 

1.04 

1.11 

0.71 

0.74 

0.78 

0.79 

0.74 

0.70 

0.74 

0.71 

0.95 

0.87 

0.80 

0.79 

0.49 

0.36 

0.62 
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assign 
assign 
assign 
assign 
assign 



10 



15 



20 



25 



30 



35 



assign 
assign 
assign 
assign 
assign 
assign 



assxgn (segxd 3A4 and resid 132 and name CA > M 3*4 and c esxd 222 and name CB ) 

assign (segid 3A4 and resid 132 and name CA segid 3A4 and r ^ ^ cb J 

(segid 3A4 and resid 132 and name CA segid 3A< an nam e CA ) 

( segid 3A4 and resid 132 and name CA segid 3A4 ana r qq 

(segxd 3A4 and resid 132 and name CA segid 3A4 and resxd zz* 

(segid 3A4 and resid 132 and name CA segid 3A4 and resia w an 

assign segid 3A4 and resid 132 and name CA segid 3A4 and resid 247 and narn^ ^ j 

assign (segxd 3A4 and resid 132 and name CA segxd 3A4 and resid 248 ^ ^ ^ } 

assign (segid 3A4 and resid 132 and name CA segid |A 249 and name CA ) 

assign (segid 3A4 and resid 132 and name CA segia £ ^ ^ ^ ^ , 

assign (segid 3A4 and resid 132 and name CA isegxu j/m - ~« — ^ rn 

(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
assign (segid 3A4 and resid 132 and name CA ) 

assign (segid 3A4 and resid 132 and name CA jsegiu „ ™ _ ~- ^ ^ ^ , 

assign (segid 3A4 and resid 132 and name CA segia w o ^ ^ narae ^ , 

assign (segid 3A4 and resid 132 and name CA segid 3A4 a ^ ^ ) 

assign (segid 3A4 and resid 132 and name CA segid ja* a name ^ ) 

assign (segid 3A4 and resid 132 and name CA segid ja« ana r cq 

assign (segid 3A4 and resid 132 and name CA segid 3A4 and resid 25« ^ ^ | 

assign (segid 3A4 and resid 132 and name CA segid 3A4 and re name CB ) 

assign (segid 3A4 and resid 132 and name CA segid ja* ana re 

assign (segid 3A4 and resxd 132 and name CA segid 3A4 and resid N ^ ^ j 

(segxd 3A4 and resid 132 and name CA segid 3A4 and res ^ ^ ) 

(segid 3A4 and resid 132 and name CA segid 3A4 and re name CA ) 

ass.an (segid 3A4 and resxd 132 and name CA segid 3A4 and resia 

assign (segid 3A4 and resid 132 and name CA segid 3A4 and resid ^ ^ ^ ) 

assign (segid 3A4 and resid 132 and name CA ) (segia ^ _, ojr -, «^ „ amc , rn ^ 

assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resxd 132 and name CA 
assign (segxd 3A4 and resxd 132 and name CA 



isegiu jj-v* •■ ww — — 

(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resxd 251 and name CB 
(segxd 3A4 and resxd 252 and name CA 
(segxd 3A4 and resxd 252 and name CB ) 
(segid 3A4 and resid 253 and name CA > 
(segid 3A4 and resxd 254 and name CA ) 



assxgn 
assign 
assign 



t segia *■ — - 

(segxd 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and narae CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 267 and name CA 1 



17.11 
18.36 
17.65 
19.17 
18.35 
17.54 
17.92 
14.42 
14.52 
14.91 
15.48 
16.62 
12.45 
12.20 
10.36 
10.66 
12.74 
13.54 
10.46 
9.13 
12.28 
13.72 
14.13 
11.37 
10.12 
11.24 
10.99 
14.99 
15.60 
15.18 
14.21 
12. Bl 
16.29 
19.20 
19.11 
19.42 
18.45 



0.62 
0.82 
0.86 
0.68 
0.60 
1.18 
1.23 
1.13 
1.11 
0.87 
0.74 
0.80 
0.93 
1.15 
0.63 
0.72 
0.36 
0.51 



40 



45 



50 



55 



60 



assign (segxd 3A4 and resxd 132 and name ua segxu ^ «~ ~~ ^ ^ ^ } 

assign (segxd 3A4 and resid 132 and name CA segid 3A4 and resx ^ ^ ) ^ ^ 

assxgn (segxd 3A4 and resid 132 and name CA segxd 3A4 and res name CA ) 17.54 

assxgn (segxd 3A4 and resxd 132 and name CA segxd 3A4 and re ^ ^ ^ ) ^ ^ 

assxgn (segxd 3A4 and resid 132 and name CA segxd 3A4 and re ^ ^ ^ ^ | M M 

assxgn (segxd 3A4 and resid 132 and name CA segid 3A4 and ^ na me CA ) 16.22 

assxgn (segxd 3A4 and resid 132 and name CA segid 3A4 and ^ ^ cb ) ^ ?2 

assxgn (segxd 3A4 and resid 132 and name CA segxd 3A4 and ^ namo ^ , 15 . 71 

assign (segid 3A4 and resid 132 and name CA segxd 3A4 ana naine CA ) 11.94 

assxgn (segxd 3A4 and resxd 132 and name CA segxd 3A4 and r gnd ^ ^ > ^ ^ 

assxgn (segxd 3A4 and resxd 132 and name CA segxd 3A4 and ^ ^ ^ ) 12 2Q 

assxgn (segxd 3A4 and resid 132 and name CA segxd 3A4 ana r ^ l3 Qfl 

assxgll (segid 3A4 and resxd 132 and name CA segxd 3A4 and res ^ ^ ^ ) 

assxgn (segxd 3A4 and resxd 132 and name CA segxd 3A4 ana ^ naraQ ^ ) 

assxgn (segxd 3A4 and resxd 132 and name CA segid 3A4 and ^ ^ ^ ^ ) 

assxgn (segxd 3A4 and resid 132 and name CA segid 3A4 ana ^ naine ^ } 

SSS KSS 3A4 3 an d d SS 2 SS S ! ffl 3A4 and resxd 400 and name CA ) 

assxgn (segxd 3A4 and resxd 132 and name CA ) 
assxon (segxd 3A4 and resxd 132 and name CA ) 
assxan (segid 3A4 and resid 132 and name CA ) 
assign (segxd 3A4 and resid 132 and name CA ) 
assxgn (segid 3A4 and resid 132 and name CA 
assxan t segid 3A4 and resid 132 and name CA ) 

assign nama pa 



(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA > 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resxd 403 and name CA ) 
(segxd 3A4 and resxd 403 and narae CB ) 



assxgn ; ~~~ ' , „ r>* % ilZatd 3A4 and resid 404 and name CA ) 

as , ig n (segxd 3A4 end resxd 132 and na»e CA segxd 3A4 end ^ ^ cb , 

assxgn (segxd 3A4 and resxd 132 and name CA segxa Jft and naroe CA ) 

assxgn (segxd 3A4 and resxd 132 and name CA ) (segxd 3A4 ^ ^ ^ ^ ^ 

( segid 3A4 and resxd 406 and name CA ) 

132 and name CA ) 



assxgn 
assxgn 
assign 
assign 



(segxd 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(seaxd 3A4 and resid 408 and name CB ) 
(segid 3A4 and resxd 411 and name CB ) 
(seaxd 3A4 and resxd 133 and name C ) 



assxgn (segxd 3A4 and resxd 132 and name CA ) 
assxan (segxd 3A4 and resxd 132 and narae CA ) 
65 assxgn (segid 3A4 and resid 132 and name CA 
assign (segid 3A4 and resxd 132 and name CA ) 
assxgn (segxd 3A4 and resid 132 and name CA ) 
assicm (segid 3A4 and resxd 132 and name CA ) 
assxgn (segxd 3A4 and resxd 132 and name CA ) 
70 assxgn (segxd 3A4 and resxd 132 and name CB jsegiu ^ ~ ^ ^ ^ , 

(segxd 3A4 and resxd 132 and name CB segxd a 
(segid 3A4 and resid 132 and name CB ) segid 3A4 and resxa io 
assign segxd 3A4 and resxd 132 and name CB ) segxd 3A4 and resxd 133 and name ^1 
assxgn (segxd 3A4 and resid 132 and name CB segxd 3A4 and res ^ ^ 

75 assxgn (segid 3A4 and resid 132 and name CB segid 3A4 and « ^ ^ q 
assign (segxd 3A4 and resxd 132 and name CB ) segxa o ^ d Q 

assign (segid 3A4 and resid 132 and name CB segid 3A4 and res namQ ^ 

assign (segid 3A4 and resid 132 and name CB ) Isegid 3A4 ana — | ^ 
assign (segxd 3A4 and resxd 132 and name CB ) 
80 assxgn (segxd 3A4 and resid 132 and name CB 
assxgn Wegxd 3A4 and resid 132 and name CB ) 
assign (segid 3A4 and resid 132 and name CB ) 
assign (segid 3A4 and resid 132 and name CB ) 



isegio * — 

(segid 3A4 and res id 134 and name N 
(seaid 3A4 and resxd 135 and name C 
(segid 3A4 and resxd 135 and name CA 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name H 



14.90 
16.22 
13.31 
12-92 
10.36 
9.32 
13.12 
15.53 
16.21 
13.55 
12.44 
12.59 
11.84 
16.15 
16.84 
17.81 
16.34 
15.03 
16.86 
16.45 
19.23 
S.43 
4.48 
5.34 
5.10 
6.78 
3.17 
6.27 
6.91 
6.88 
5.67 
6.80 
6.43 
5.76 
5.98 



07 
43 
23 
40 
.57 
.47 
.58 
0.23 
0.31 
0.25 
0.39 
0.51 
0.29 
0.26 
0.18 
0.27 
0.37 
0.26 
0.33 
1.17 
1.26 
1.23 
1.27 
1.20 
1.20 
1.31 
1.28 
1.32 
1.23 
1.22 
1.20 
1.23 
1.19 
1.27 
1.09 
1.05 
1.06 
1.05 
1.06 
0.92 
0.90 
1.00 
1.10 
1.10 
1.14 
0.95 
0.70 
0.66 
0.46 
0.48 
0.37 
0.03 
0.04 
0.06 
0.09 
0.07 
0.05 
0.08 
0.11 
0.12 
0.12 
0.09 
0.12 
0.16 
0.12 



0.62 
0.82 
0.87 
0.67 
0.60 
1.17 
1.23 
1.13 
1.12 
0.88 
0.73 
0.80 
0.93 
1.16 
0.63 
0.71 
0.36 
0.51 
1.07 
0.43 
0.24 
0.39 
0.56 
0.47 
0.57 
0.24 
0.32 
0.26 
0.38 
0.52 
0.28 
0.26 
0.19 
0.28 
0.37 
0.26 
0.33 
1.16 
1.27 
1.23 
1.26 
1.20 
1.21 
1.31 
1.28 
1.31 
1.23 
1.22 
1.19 
1.24 
1.19 
1.27 
1.09 
1.06 
1.07 
1.04 
1.05 
0.92 
0.89 
1.00 
1.10 
1.09 
1.14 
0.95 
0.70 
0.67 
0.46 
0 
0 
0 
0 
0 
0 
0 



48 
37 
03 
.04 
,07 
.10 
.08 
0.04 
0.09 
0.11 
0.11 
0.12 
0.08 
0.13 
0.16 
0.11 



114 



10 



15 



assign (segid 3A4 end resld 132 and name CB , »J ™- resld 136 and CA » 

assxgn (segid 3A4 and resld 132 and name CB ) segid and name H , 

assign (segid 3A4 and resid 132 and name CB ) segia ^ } 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana ^ ^ } 

assign (segid 3A4 and resid 132 and name CB segia JA ^ a , 

assign (segid 3A4 and resid 132 and name CB segia name CA ) 

assign (segid 3A4 and resid 132 and name CB segia « a ^ j 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana es ^ ( 

assign (segid 3A4 and resid 132 and name CB segid 3A4 a^ 1W and na(ne ^ , 

assign S M S3 res'ia »2 and Z 3 } Isegid 3A4 and resid 141 ana name CB , 
assign (segid 3A4 and resid 132 and name CB ) 
assign (segid 3A4 and resid 132 and name CB J 
assign (segid 3A4 and resid 132 and name CB ) 
assign (segid 3A4 and resid 132 and name CB ) 
assign (segid 3A4 and resid 132 and name CB ) 



assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB 
20 assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB ) 
25 assign (segid 3A4 and resid 132 and name CB > 
assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and tesid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB ) 
30 assign (segid 3A4 and resid 132 and name CB 
assign (segid 3A4 and resid 132 and name CB ) 



isegiu cjuu >. j.».v^ — — — — — - — 

(segid 3A4 and resid 147 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 148 and name CA ) 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 149 and name CB ) 



6.91 
6.33 
6.13 
9.49 
11.21 
11.16 
11.04 
10.30 
10.27 
9. 83 
10.74 
11.44 
11.94 
12.89 
11.94 
11.92 
10.88 
13.02 
13.87 
13.89 
12.89 
12.20 
16.27 
15.66 
18.00 
17.58 
18.03 
16.93 
17.38 
17.32 
17.81 
16.43 
13.66 
13.02 
14.45 
13.67 
16.07 
15.60 
18.31 
18.07 
18.55 
15.64 
15.78 
16.10 
16.53 

taegia jai anu - 

assign jseyiu ■ — ; - --- - . . ffiea , d 2M and resid 250 and name CB ) 17.63 

assign (segid 3A4 and resid 132 and name CB segid 3M and name CA 1 13.46 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana ^ ^ ^ ) ^ 2& 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana r ^ ^ ) ^ 45 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana ^ ^ ^ } ^ Q2 

50 assign (segid 3A4 and resid 132 and name CB segid 3A4 ana ^ ^ ) ^ fi? 

assign (segid 3A4 and resid 132 and name CB segid 3M ana ana name CA ) 14.30 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana ^ ^ ^ j 

assign (segid 3A4 and resid 132 and name CB segia 3A4 a ^ 
SSS S £ =S ~£ « S «= | ! ^ 5? and -sid 257 and name CA , 



(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 201 and name CA ) 



35 



40 



45 



assign (segid 3A4 and resid 132 and name w — - d namG CB , 

assign (segid 3A4 and resid 132 and name CB segid 3A4 and res ^ 

assign (segid 3A4 and resid 132 and name CB segid 3A4 and res ^ CB , 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana ^ ^ ^ j 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana r ^ ^ ^ | 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana r ^ ^ } 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ^ ^ ^ cb ) 

assign (segid 3A4 and resid 132 and name CB J anrf namQ ^ ) 

assign (segid 3A4 and resxd 132 and name CB segid 3A4 and and name CB , 

assign (segid 3A4 and resid 132 and name CB ) segia b ^ name CQ } 

assign (segid 3A4 and resid 132 and name CB segid 3A4 an ^ ^ ^ ^ } 

assign (segid 3A4 and resid 132 and name CB segia ^ Qn£j name cB } 

assign (segid 3A4 'and resid 132 and name CB segid w an and name ^ ) 

assign (segid 3A4 and resid 132 and name CB segid 3A4 ana re ^ ^ } 

assign (segid 3A4 and resid 132 and name CB segid 3A4 and ^ name ^ 



55 



60 



65 



70 



75 



80 



(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
assiqn (segid 3A4 and resid 132 and name CB 
atsign* segid 3A4 and resid 132 and name CB 
assign segid 3A4 and resid 132 and name CB 
y {segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
[ segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
isegid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 132 and name CB > 
(segid 3A4 and resid 132 and name CB ) 
assign (segid 3A4 and resid 132 and name CB ) 
assign segid 3A4 and resld 132 and name CB 
assign segid 3A4 and resid 132 and name CB ) 



assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



9.73 
12.70 
13.97 
14.42 
11.37 
10.14 
11.16 
11.02 



(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) ----- 
(segid 3A4 and resid 261 and name CA ) 14.91 
(segid 3A4 and resid 262 and name CA ) 15.37 
(segid 3A4 and resid 262 and name CB > ™ qa 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) l jj-^9 
(segid 3A4 and resid 394 and name CB ) 17 .89 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 12.00 
(segid 3A4 and resid 396 and name CB ) 11.33 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resad 398 and name CA ) 
(segid 3A4 and resid 398 and name CB > 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 



14.98 
13.75 
12.34 
15.87 
18.83 
18.57 
18.76 
17.78 
14.61 



12.16 
13.10 
14.63 
15.99 
12.94 
12.61 



0.17 
0.27 
0.11 
0.27 
0.09 
0.37 
0.26 
0.34 
0.89 
0.38 
0.93 
3.97 
4.50 
2.27 
1.21 
0.71 
3.27 
3.18 
1.40 
0.90 
1.86 
2.01 
1.73 
1.67 
1.06 
1.11 
0.72 
0.76 
0.81 
0.86 
0.68 
0.65 
1.01 
0.88 
1.02 
1.04 
0.61 
0.44 
0.70 
0.66 
1.11 
1.43 
1.34 
1.15 
1.22 
1.29 
1.44 
1.63 
1.00 
0.96 
0.67 
1.03 
1.49 
0.87 
0.66 
0.99 
1.18 
1.13 
1.26 
0.62 
0.60 
0.66 
0.98 
1.15 
0.75 
0.70 
0 
0 
0 



0.17 
0.26 
0.10 
0.28 
0.09 
0.38 
0.27 
0.35 
0.88 
0.38 
0.94 
3.97 
4.50 
2.26 
1.21 
0.72 
3.27 
3.17 
1.40 
0.91 
1.86 
2.01 
1.73 
1.66 
1.05 
1.11 
0.71 
0.76 
0.81 
0.87 
0.67 
0.64 
1.01 
0.89 
1.02 
1.04 
0.62 
0.43 
0.70 
0.67 
1.11 
1.42 
1.33 
1.15 
1.21 
1.30 
1.45 
1.63 
1.01 
0.96 
0.68 
1.04 
1.48 
0.87 
0.66 
0.98 
1.19 
1.14 
1.26 
0.63 
0.60 
0.67 
0.98 
1.16 
0.75 
0.69 
0.49 
0.73 
0.83 
0.45 
0.39 
1.96 
1.93 
1.94 
1.97 
1.95 
1.98 
1.96 
1.97 
1.88 
1.91 
1.76 
1.82 



49 
74 
82 
0.45 
0.40 
1.96 
1.92 
1.93 
1.98 
1.95 
1.97 
1.97 
1.96 
1.87 
1.91 
1.77 
1.82 



115 



10 



15 



20 



25 



assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



30 



35 



40 



45 



assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

(segid 3A4 and resid 132 and name CB 

(segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name CB 

assign (segid 3A4 and resid 132 and name N 

(segid 3A4 and resid 132 and name N 

(segid 3A4 and resid 132 and name N 

(segid 3A4 and resid 132 and name N 

(segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign I segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name M 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name N 

assign (segid 3A4 and resid 132 and name H 

assign (segid 3A4 and resid 132 and name N 

(segid 3A4 and resid 132 and name O 

(segid 3A4 and resid 132 and name O 

(segid 3A4 and resid 132 and name O 

assicn (segid 3A4 and resid 132 and name O 

assign (segid 3A4 and resid 132 and name O 

assign (segid 3A4 and resid 132 and name O 

assign segid 3A4 and resid 132 and name O 

assign (seqid 3A4 and resid 132 and name 0 

assign segid 3A4 and resid 132 and name O 

50 assign (segid 3A4 and resid 132 and name O 

assign (segid 3A4 and resid 132 and name O 

assign segid 3A4 and resid 132 and name O 

assign (segid 3A4 and resid 132 and name 0 

assign (segid 3A4 and resid 132 and name O 

assign (segid 3A4 and resid 132 and name O 

assign (segid 3A4 and resid 132 and name O 
assign ^ ^ ^ amJ namo 0 

(segid 3A4 and resid 132 and name O 

(segid 3A4 and resid 132 and name O 

(segid 3A4 and resid 132 and name O 

(segid 3A4 and resid 132 and name O 

(segid 3A4 and resid 132 and name O 

(segid 3A4 and resid 132 and name O 

(segid 3A4 and resid 132 and name O 

assign (segid 3A4 and resid 132 and name 0 

assign segid 3A4 and resid 132 and name O 

assign segid 3A4 and resid 132 and name o 

assign segid 3A4 and resid 132 and name O 

assign segid 3A4 and resid 132 and name O 

assign segid 3A4 and resid 132 and name O 
assign isegi^ ^ ^ ^ ^ name c 

(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
( segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
(seaid 3A4 and resid 133 and name C 

1 ~ . . . » J •» ..n<-l name* f 



55 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA J 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB I 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 411 and name CB > 
(segid 3A4 and resid 132 and name C ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB > 
(segid 3A4 and resid 132 and name O 
(segid 3A4 and resid 133 and name C J 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI 
(segid 3A4 and resid 133 and name CG2> 
isegid 3A4 and resid 133 and name N I 
(segid 3A4 and resid 133 and name O ) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name N > 
(segid 3A4 and resid 134 and name O 
(segid 3A4 and resid 135 and name C ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name N > 
(segid 3A4 and resid 135 and name O ) 
(segid 3A4 and resid 136 and name CA > 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name N > 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name C > 
(segid 3A4 and resid 133 and name CA 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2 
(segid 3A4 and resid 133 and name N ) 
(segid 3A4 and resid 133 and name O ) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA 
(segid 3A4 and resid 134 and name N 
(segid 3A4 and resid 134 and name O 
(segid 3A4 and resid 135 and name C 
(segid 3A4 and resid 135 and name CA 
(segid 3A4 and resid 135 and name CB 
(Msgid 3A4 and resid 135 and name N ) 
(segid 3A4 and resid 135 and name O 
(segid 3A4 and resid 136 and name C 
segid 3A4 and resid 136 and name CA 
selid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name 0 
segid 3A4 and resid 137 and name C 
segid 3A4 and resid 137 and name CA ) 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign \Telll » and resid 133 and name C 



segid 3A4 and resid 137 and name N 
segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 139 and name N 
segid 3A4 and resid 140 and name C 
segid 3A4 and resid 140 and name M 
segid 3A4 and resid 140 and name O 
segid 3A4 and resid 133 and name CB 
segid 3A4 and resid 133 and name CGI 
segid 3A4 and resid 133 and name CG2) 
segid 3A4 and resid 133 and name O ) 
(segid 3A4 and resid 134 and name C ) 
segid 3A4 and resid 134 and name CA ) 
segid 3A4 and resid 134 and name N 
segid 3A4 and resid 134 and name O 
segid 3A4 and resid 135 and name C 
segid 3A4 and resid 135 and name CA ) 
segid 3A4 and resid 135 and name CB 
segid 3A4 and resid 135 and name N 
(segid 3A4 and resid 135 and name O ) 



9.88 
8.94 
12.59 
14.88 
15.61 
17.79 
11.71 
11.78 
11.08 
15.33 
16.07 
16.92 
15.37 
14.06 
15.89 
15.52 
18-17 
2.46 
1.46 
2.46 
3.52 
4.70 
4.21 
5.00 
5.33 
6.42 
2.81 
5.76 
5.61 
5.38 
4.35 
6.81 
6*38 
5.54 
4.99 
4.77 
7.57 
7.19 
7.01 
6.04 
3.27 
3.01 
2.75 
4.25 
4.74 
5.23 
2.24 
3.44 
4.20 
4.52 
3.56 
5.07 
3.84 
3.84 
3.80 
3.40 
5.00 
4.95 
3.83 
3.52 
2.99 
6.06 
7.22 
6.29 
4.96 
6.96 
7.58 
7.56 
7.64 
6.47 
2.54 
3.86 
2.93 
1.24 
3.00 
2.42 
1.33 
3.83 
4.54 
4 .45 
5.24 
3.25 
5.58 



1.67 
1.69 
1.60 
1.50 
1.54 
1.23 
1.20 
1.26 
1.39 
1.39 
1.50 
1.17 
0.76 
0.70 
0.51 
0.58 
0.40 
0.02 
0.00 
0.03 
0.04 
0.06 
0.04 
0.07 
0.09 
0.05 
0.04 
0.07 
0.12 
0.17 
0.14 
0.11 
0.06 
0.10 
0.11 
0.10 
0.05 
0.13 
0.21 
0.09 
0.06 
0.06 
0.03 
0.04 
0.07 
0.06 
0.01 
0.13 
0.13 
0.13 
0.14 
0.12 
0.12 
0.17 
0.22 
0.18 
0.11 
0.18 
0.13 
0.24 
0.10 
0.18 
0.21 
0.27 
0.23 
0.10 
0.18 
0.19 
0.11 
0.18 
0.03 
0.02 
0.05 
0.01 
0.05 
0.00 
0.01 
0.08 
0.04 
0.05 
0.08 
0.03 
0.07 



1.67 
1.68 
1.60 
1.51 
1.53 
1.24 
1.20 
1.25 
1.39 
1.39 
1.50 
1.16 
0.76 
0.71 
0.52 
0.58 
0.40 
0.02 
0.01 
0.02 
0.04 
0.05 
0.04 
0.07 
0.10 
0.06 
0.04 
0.06 
0.12 
0.16 
0.15 
0.11 
0.05 
0.09 
0.12 
0.10 
0-05 
0.13 
0.21 
0.09 
0.05 
0.05 
0.02 
0-03 
0.07 
0.06 
0.02 
0.13 
0.14 
0.13 
0.14 
0.12 
0.11 
0.17 
0.21 
0.17 
0.11 
0.17 
0.13 
0.24 
0.10 
0.17 
0.20 
0.28 
0.23 
0.10 
0.19 
0.20 
0.12 
0.18 
0.02 
0.02 
0.05 
0.00 
0.04 
0.01 
0.01 
0.08 
0.04 
0.04 
0.07 
0.03 
0.08 
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assign 
assign 
assxgn 
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15 
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30 
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45 



50 
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60 



65 



70 



75 



assign (segid 3A4 and res id 133 and name C 
assign (segid 3A4 and resid 133 and name C 
(segid 3A4 and res id 133 and name C 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name C 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assiqn (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and res id 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assxgn (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 



(segid 3A4 and resid 136 and name C 
(segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and lesid 136 and name K 
(segid 3A4 and resid 136 and name 0 
(segid 3A4 and resid 137 and name C 
(segid 3a 4 and resid 137 and name CA 
(segid 3A4 and resid 137 and name N 
(segid 3A4 and resid 137 and name O 
(segid 3A4 and resid 138 and name CA 
(segid 3A4 and resid 138 and name CB 
(segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 139 and name N 
(segid 3A4 and resid 133 and name C 
(segid 3A4 and resid 133 and name CB 
(segid 3A4 and resid 133 and name CGI 
(segld 3A4 and resid 133 and name CG2 
(segid 3A4 and resid 133 and name O 
(segid 3A4 and resid 131 and name C 
(segid 3A4 and resid 134 and name CA 
(segid 3A4 and resid 134 and name N 
(segid 3A4 and resid 134 and name O 
(segid 3A4 and resid 135 and name C 
(segid 3A4 and resid 135 and name CA 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name N 
(segid 3A4 and resid 135 and name O 
(segid 3A4 and resid 136 and name C 
(segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name O 
(segid 3A4 and resid 137 and name C 
(segid 3A4 and resid 137 and name CA 
(segid 3A4 and resid 137 and name N 
(segid 3A4 and resid 138 and name CA 
(segid 3A4 and resid 138 and name CB 
(segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 13d and name CA 
(segid 3A4 and resid 140 and name CA 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 141 and name CA 
(segid 3A4 and resid 141 and name CB 
(segid 3A4 and resid 147 and name CA 
(segid 3A4 and resid 14 7 and name CB 
(segid 3A4 and resid 148 and name CA 
(segid 3A4 and resid 149 and name CA 
(segid 3A4 and resid 149 and name CB 
(segid 3A4 and resid 150 and name CA 
(segid 3A4 and resid 151 and name CA 
(segid 3A4 and resid 152 and name CA 
(segid 3A4 and resid 152 and name CB 
(segid 3A4 and resid 153 and name CA 
(segid 3A4 and resid 153 and name CB 
(segid 3A4 and resid 154 and name CA 
(segid 3A4 and resid 155 and name CA 
(segid 3a4 and resid 155 and name CB 
(segid 3A4 and resid 156 and name CA 
(segid 3A4 and resid 156 and name CB 
(segid 3A4 and resid 157 and name CA 
(segid 3A4 and resid 157 and name CB 
(segid 3A4 and resid 194 and name CA 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 197 and name CA 
(segid 3A4 and resid 197 and name CB 
{ segid 3A4 and resid 198 and name CA 
(segid 3A4 and resid 198 and name CB 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB 
(segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and tesid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 224 and name CA 



4.83 
4.59 
4.48 
3.84 
6.00 
5.97 
4.91 
4.07 
7.11 
7.09 
7.14 
5.84 
7.45 
1.53 
1.55 
2.50 
2.56 
2-39 
4.39 
3.81 
2.44 
5.29 
5.46 
5.42 
5.89 
4.33 
6.58 
5.64 
5.16 



4.62 
4.56 
6.75 
7 .22 
6.02 
5.10 
8.49 
8. SB 
7.20 
9.54 
9.79 
9.65 
10.61 
11.80 
12.74 
13.36 
14.13 
12.93 
12.75 
12.24 
14.37 
14.61 
14.55 
13.29 
12.59 
14.21 
16.56 
16.97 
16.21 
15.53 
15.76 
14.81 
16. B9 
16.36 
17.05 
16.10 
15.63 
15.35 
16.22 
14.80 
17.67 
18.10 
16.88 
11.06 
10.62 
11.21 
10.25 
13.18 
12.93 
15.64 
15.57 
16.20 
15.35 
16.96 



0.07 
0.10 
0.30 

o;o8 

0.09 

0.23 

0.23 

0.12 

0.23 

0.19 

0.15 

0.21 

0.38 

0.01 

0.01 

0.01 

0.03 

0.02 

0.06 

0.01 

0.03 

0.10 

0.10 

0.09 

0.13 

0.06 

0.13 

0.18 

0.09 

0.21 

0.10 

0.22 

0.31 

0.33 

0.22 

0.21 

0.15 

0.25 

0.41 

0.33 

0.42 

0.88 

1.25 

2.46 

2.87 

0.72 

0.58 

0.64 

1.73 

1.31 

1-24 

1.84 

1.06 

1.19 

2.00 

1-20 

1.19 

1.65 

1.97 

1.73 

2.09 



1.82 
1.74 
1.71 
1.68 
1.68 
1.92 
1.45 
1-49 
1.54 
1.08 
1.07 
0.79 
0.86 



97 
03 
03 
99 
90 
78 
93 
0.88 
1.09 



0.07 

0.11 

0.30 

0.09 

0.08 

0.22 

0.22 

0.12 

0.24 

0.20 

0.16 

0.20 

0.37 

0.00 

0.01 

0.02 

0.03 

0.01 

0.06 

0.01 

0.03 

0.09 

0.11 

0.09 

0.12 

0.07 

0.12 

0.18 

0.09 

0.21 

0.09 

0.23 

0.31 

0.33 

0.23 

0.22 

0.15 

0.24 

0.41 

0.32 

0.42 

0.87 

1.25 

2.47 

2.88 

0.72 

0.58 

0.64 

1.73 

1.30 

1.23 

1.85 

1.07 

1.19 

2.00 

1.20 

1.20 

1.65 

1.96 

1.73 

2.09 

1.81 

1.73 

1.71 

1.69 

1.88 

1.92 

1.46 

1.50 

1.53 

1.08 

1.08 

0.78 

0.87 

0.98 

1.03 

1.02 

o.9e 

0.91 
0.78 
0.93 
0.88 
1.10 
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assign 
assign 
assign 
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assign 
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assign 



assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign tsegid 3A4 and' resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA } 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and tesid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA [ 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
asaign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
as3l gn (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ] 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and res. id 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CA > 
(segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign {segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA > 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CA ) 
assign (segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CB ) 
(sogid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 133 and name CB ) 
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(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 24 B and name CB ) 
(segid 3A4 and reaid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB > 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(aegid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA > 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(eegid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 12.38 
(segid 3A4 and resid 402 and name CA ) 14.69 
(segid 3A4 and resid 402 and name CB > 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB > 
(segid 3A4 and resid 406 and name CA ) 



16.15 
18-83 
15.46 
15-11 
12.62 
12.91 
13.58 
13.71 
14.69 
10.33 
9.92 
9.04 
9.63 
11.17 
11.99 
8.90 
8.64 
12.12 
12.96 
13.05 
10.72 
9.31 
11.62 
11.61 
15.13 
15.31 
14.63 
14.43 
13.19 
16.97 
19.45 
17.73 
18.99 
17.81 
18.61 
18.01 
16.42 
15.83 
14.79 
14.66 
11.57 
13.83 
15.31 
13.23 
9.56 
8.62 
10.34 
11.21 
13.17 
14.37 
11.66 
11.09 
9.27 
8.17 



1.12 
1.01 
2.11 
2.08 
2.17 
2.16 
2.00 
1.75 
1.74 
1.76 
1.95 
1.61 
1.72 
1.18 
1.02 
1.29 
0.85 
0.63 
0.45 
0.60 
0.27 
0.30 
0.24 
0.30 
0.24 
0.33 
0.38 
0.54 
0.58 
0.42 
0.38 
1.05 
0.74 
0.93 
0.64 
0.67 
1.00 
0.93 
1.04 
1.14 
0.85 
0.52 
0.54 



15.14 
13.08 
11.87 
12.81 
12.10 
16.24 
16.75 
17.78 



1.12 
1.00 
2.10 
2.07 
2.18 
2.16 
2.00 
1.75 
1.74 
1.76 
1.95 
1.62 
1.72 
1.17 
1.02 
1.28 
0.86 
0.62 
0.45 
0.59 
0.27 
0.30 
0.25 
0.30 
0.25 
0.33 
0.39 
0.54 
0.58 
0.42 
0.37 
1.04 
0.75 
0.93 
0.64 
0.68 
0.99 
0.93 
1.05 
1.15 
0.85 
0.51 
0.54 
0.33 
0.25 
0.30 
0.42 
0.S1 
0.44 
0.40 
0.64 
0.62 
0.82 
0.84 
0.84 
0.8B 
0.88 
1.03 
1.08 
0.93 
0.85 
0.80 
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(segid 3A4 and resid 407 and name CA 16.86 
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assign 
assign 
assign 
assign 
assign 
assign 

assign * =>uy a* - — — , , 

assign (segid 3A4 and resid 133 and name CB 
assign (segid 3A4 and resid 133 and name CB 
80 assign (segid 3A4 and resid 133 and name CB 
assign (segid 3A4 and resid 133 and name CB 
assign (segid 3A4 and resLd 133 and name CB ) 
assign (segid 3A4 and resid 133 and name CB ) 



isegj-u jj-ii ■ - • 

(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 133 and name CGI) 
(segid 3A4 and resid 133 and name CG2) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 



(segid 3A4 and resid 134 and name N 

(segid 3A4 and resid 134 and name O 

(segid 3A4 and resid 135 and name C 

(segid 3A4 and resid 135 and name CA 



(seaid 3A4 and resid 133 ana name to > tsegia j*m a™* ^<=^~ — - - 
till,* 3A4 and resid 133 and name CB ) (segid 3A4 and resid 135 and name CB 
(segid 3A4 and resia j« - j )* A o A a ,-ind resid 135 and name N 



(segid 3A4 and resid 135 and name N 
(segid 3A4 and resid 136 and name C 
(segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name W 
segid 3A4 and resid 137 and name CA ) 



IS. 61 
17.77 
17.34 
1.54 
1 
5 
4 
3 

6.31 
6 
6 

7.34 
5 
6 

6.52 
5.88 
6.02 
6.80 



.53 
.45 
.52 
.19 



.91 
.82 



.61 
.81 



32 
26 
29 
42 
.52 
,43 
.40 
0.64 
0.62 
0.82 
0.84 
0.84 
0.88 
0.88 
1.04 
1.08 
0.94 
0.85 
0.80 
0.74 
1.01 
1.16 
1.25 
1.04 
1.01 
0.02 
0.01 
0.04 
0.05 
0.06 
0.08 
0-10 
0.07 
0.11 
0.03 
0.21 
0.12 
0.21 
0.11 
0.34 



75 
1.01 
1.17 
1.24 
1.04 
1.02 
0.03 
0.02 
0.03 
0.04 
0.05 
0.08 
0.10 
0.07 
0.11 
0.03 
0.20 
0.11 
0.21 
0.11 
0.35 
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assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
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14.08 
10.84 
12.91 
14.38 
12.42 
8.81 
7.99 
9.35 
10.19 
12.16 
13.37 
10.80 
10.33 
8.37 
7.23 
11.38 
13.78 
14.23 
12.37 
11.22 
12.10 
11.36 
15.41 
15.66 
17.06 
16.35 
15.16 
16.72 
6.80 
5.98 
4.59 
7.68 
7.89 
6.80 
7.24 
6.33 
6.88 
7.17 
S.68 
4.70 
3.68 
6.31 
7.26 
7.34 
6.15 
6.61 
6.66 
6.06 
6.36 
7.55 
7.49 
6.16 
5.79 



2.45 
1.45 
2.47 
2.99 
3.83 
3.47 
4.67 
4.22 
2.82 
5.75 
5.57 
5.26 
5.38 
4.25 
6.77 
6.38 
5.61 
5.13 
4.79 
7.53 
7.08 
6.00 
3.32 
4.56 
3.24 
2.96 
2.75 
2.25 



0.91 
1.01 
1.18 
0.73 
0.34 
0.36 
0.40 
0.55 
0.35 
0.52 
0.44 
0.84 
0.77 
1.29 
1.28 
1.46 
1.40 
1.30 
1.49 
1.50 
1.74 
1.82 
1.51 
1.35 
1.28 
1.20 
1.61 
1.77 
1.87 
1.52 
0.04 
0.04 
0.03 
0.08 
0.09 
0.05 
0.19 
0.25 
0.15 
0.28 
0.08 
0.12 
0.12 
0.13 
0.15 
0.11 
0.07 
0.25 
0.17 
0.21 
0.17 
0.37 
0.43 
0.37 
0.22 
0.02 
0.00 
0.02 
0.05 
0.03 
0.04 
0.07 
0.05 
0.07 
0.09 
0.07 
0.07 
0.15 
0.06 
0.08 
0.16 
0.09 
0.19 
0.07 



0.91 
1.02 
1.18 
0.73 
0.34 
0.36 
0.41 
0.56 
0.35 
51 



43 
84 
,76 
.30 
.28 
.45 
.39 
1.30 
1.49 
1.51 
1.74 
1.82 
1.51 
1.34 
1.29 
1.19 
1.61 
1.78 
1.86 
1.52 
0.04 
0.04 
0.04 
0.09 
0.09 
0.05 
0.18 
0.24 
0.15 
0.29 
0.09 
0.12 
0.12 
0.13 



18 
29 
21 
09 
06 
,14 
.05 
0.03 
0.02 



0.15 

0.12 

0.06 

0.26 

0.16 

0.20 

0.17 

0.37 

0.42 

0.37 

0.22 

0.02 

0.00 

0.02 

0.04 

0.02 

0.04 

0.07 

0.05 

0.07 

0.08 

0.07 

0.08 

0.14 

0.07 

0.08 

0.17 

0.10 

0.19 

0.06 

0.19 

0.29 

0.21 

0.09 

0.06 

0.14 

0.06 

0.03 

0.01 



120 



assign (segxd 3A4 and resxd 133 and name O 

assxgn (segxd 3A4 and resid 133 and name 0 

assxgn (segxd 3A4 and resxd 133 and name 0 

assxgn (segxd 3A4 and resxd 133 and name 0 

assxgn (segxd 3A4 and resid 133 and name 0 

assxgn (segxd 3A4 and resid 133 and name O 



10 



assxgn (segxd 3A4 and resid 133 and name 
assxgn (segid 3A4 and resxd 133 and name 
assxgn (segid 3A4 and resxd 133 and name 
assxgn (segid 3A4 and resxd 133 and name 
assxgn (segid 3A4 and resxd 133 and name 
assxgn (segxd 3A4 and resxd 133 and name 
assign (segxd 3A4 and resxd 133 and name 
assxgn (segxd 3A4 and resxd 133 and name 
15 assxgn (segxd 3A4 and resxd 133 and name 
assxgn (segid 3A4 and resxd 133 and name 
assxgn (segxd 3A4 and resxd 133 and name 
assign (segxd 3A4 and resxd 133 and name 
assign (segxd 3A4 and resxd 133 and name 
20 assign (segxd 3A4 and resxd 133 and name O 
assxgn (segxd 3A4 and resxd 134 and name C 
assxgn (segxd 3A4 and resid 134 and name C 
assxgn (segxd 3A4 and resid 134 and name C 
assxln (segxd 3A4 and resid 134 and name C 
25 assxgn (segxd 3A4 and resid 134 and name C 
assxgn (segxd 3A4 and resid 134 and name C 
assxgn (segxd 3A4 and resid 134 and name C 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segid 3A4 and resxd 134 and name 
30 assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name C 
35 assxgn (segxd 3A4 and resxd 134 and name C 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
40 assxgn (segid 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
45 assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name 
assxgn (segid 3A4 and resxd 134 and name 
assxgn (segxd 3A4 and resxd 134 and name CA 
assxgn (segid 3A4 and resxd 134 and name CA 
50 assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segxd 3A4 and resxd 134 and name CA > 
assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segid 3A4 and resxd 134 and name CA ) 
assxgn (segid 3A4 and resxd 134 and name CA ) 
assxgn (segxd 3A4 and resxd 134 and name CA ) 
assxgn (segid 3A4 and resxd 134 and name CA ) 
assxgn (segxd 3A4 and resxd 134 and name CA ) 
assxgn (segid 3A4 and resxd 134 and name CA ) 
assxgn (segid 3A4 and resxd 134 and name CA j 
assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segid 3A4 and resxd 134 and name CA ) 
assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segxd 3A4 and resxd 134 and name CA ) 
assxgn (segxd 3A4 and resxd 134 and name CA ) 
(segxd 3A4 and resxd 134 and name CA ) 
(segxd 3A4 and resxd 134 and name CA ) 
(segxd 3A4 and resxd 134 and name CA ) 
(segxd 3A4 and resxd 134 and name CA ) 
(segxd 3A4 and resxd 134 and name CA ) 
(segxd 3A4 and resxd 134 and name CA ) 
assxgn (segxd 3A4 and resxd 134 and name CA 
assxgn (segxd 3A4 and resxd 134 and name CA 
assxgn (segid 3A4 and resxd 134 and name CA ) 
assxgn (segid 3A4 and resxd 134 and name CA 
assxgn (segxd 3A4 and resxd 134 and name CA J 
80 assxgn (segxd 3A4 and resxd 134 and name CA 
assxgn (segxd 3A4 and xesxd 134 and name CA J 
assign (segid 3A4 and resid 134 and name CA ) 
assign (segid 3A4 and resid 134 and name CA ) 



(segxd 3A4 and resxd 134 and name O ) 
(segxd 3A4 and resxd 135 and name C ) 
(segxd 3A4 and resid 135 and name CA ) 
(segxd 3A4 and resid 135 and name CB ) 
(segxd 3A4 and resxd 135 and name N ) 
(segxd 3A4 and resxd 135 and name 0 ) 
(segxd 3A4 and resxd 136 and name C > 
(segxd 3A4 and resxd 136 and name CA ) 
(segxd 3A4 and resxd 136 and name CB ) 
(segxd 3A4 and resxd 136 and name N ) 
(segxd 3A4 and resxd 136 and name O ) 
(segxd 3A4 and resxd 137 and name C ) 
(segxd 3A4 and resxd 137 and name CA ) 
(segxd 3A4 and resxd 137 and name N ) 
(segxd 3A4 and resxd 137 and name O ) 
(segxd 3A4 and resxd 138 and name C ) 
(segxd 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 138 and name N ) 
(segxd 3A4 and resxd 139 and name N ) 
(segxd 3A4 and resxd 134 and name O ) 
(segxd 3A4 and resxd 135 and name C ) 
(segxd 3A4 and resxd 135 and name CA ) 



0.09 
O.IO 
0.10 
0.15 
0.09 
0.15 
0.08 
0-14 
0.37 
O.lO 
0.08 
0.27 
0.24 
0.14 
0.27 
0.33 
0.25 



(segxd 3A4 and resxd 135 and name CB 
(segxd 3A4 and resxd 135 and name N 
(segxd 3A4 and resxd 135 and name O 
{segxd 3A4 and xesxd 136 and name C 
(segxd 3A4 and resxd 136 and name CA 
(segxd 3A4 and resxd 136 and name CB 
(segxd 3A4 and resxd 136 and name N 
(segxd 3A4 and resxd 136 and name O 
(segxd 3A4 and resxd 137 and name C 
(segxd 3A4 and resxd 137 and name CA > 
(segxd 3A4 and resid 137 and name N ) 
(segxd 3A4 and resxd 137 and name O > 
(segxd 3A4 and resxd 138 and name C ) 
(segxd 3A4 and resxd 138 and name CA ) 
(segxd 3A4 and resxd 138 and name CB ) 
(segxd 3A4 and resxd 138 and name N ) 
(segxd 3A4 and resxd 138 and name O ) 
(segxd 3A4 and resxd 139 and name C ) 
(segxd 3A4 and resid 139 and name CA ) 
(segxd 3A4 and resxd 139 and name N ) 
(seqid 3A4 and resxd 140 and name CA ) 



55 



60 



65 



70 



75 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 



(segxd 3A4 and resxd 140 and name CB 
(segxd 3A4 and resxd 140 and name N 
(segxd 3A4 and resxd 140 and name O 
(segxd 3A4 and resxd 134 and name C 
(segxd 3A4 and resxd 134 and name O 
(segxd 3A4 and resxd 135 and name C 
(segxd 3A4 and resxd 135 and name CA ) 
(segxd 3A4 and resxd 135 and name CB ) 
(segxd 3A4 and resxd 135 and name N ) 
(segxd 3A4 and resxd 135 and name O ) 
(segxd 3A4 and resxd 136 and name C ) 
(segxd 3A4 and resxd 136 and name CA ) 
(segxd 3A4 and resxd 136 and name CB ) 
(segxd 3A4 and resxd 136 and name N 1 
(segxd 3A4 and resxd 136 and name O ) 
(segxd 3A4 and resxd 137 and name C ) 
(segxd 3A4 and resxd 137 and name CA ) 
(segxd 3A4 and resxd 137 and name N ) 
(segid 3A4 and resxd 137 and name O ) 
(segxd 3A4 and resxd 138 and name C ) 
(segxd 3A4 and resxd 138 and name CA ) 
(segxd 3A4 and resxd 138 and name CB ) 
(segxd 3A4 and re3id 138 and name N ) 
(segxd 3A4 and resid 139 and name CA ) 
(segxd 3A4 and resid 139 and name N ) 
(segxd 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB > 



(segxd 3A4 and resid 141 and name CA 
(segxd 3A4 and resid 141 and name CB 
(segxd 3A4 and resxd 147 and name CA 
(segid 3A4 and resxd 147 and name CB 
(segxd 3A4 and resxd 148 and name CA 
(segid 3A4 and resxd 149 and name CA 
(segid 3A4 and resxd 149 and name CB 
(segxd 3A4 and resxd 150 and name CA ) 
(segxd 3A4 and resxd 151 and name CA ) 
(segxd 3A4 and resxd 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 



3.42 
4.13 
4.39 
5.41 
3.42 
5.02 
3.80 
3.83 
3.81 
3.36 
4.92 
4.87 
3.73 
2.95 
5.99 
7.04 
6.24 
6.48 
4.90 
6.63 
1.24 
3.04 
2.44 
3.71 
1.33 
3.85 
4.56 
4.50 
5.32 
3.33 
5.66 
4.82 
4.51 
3.77 
6.03 
5.66 
4.96 
4.72 
4.08 
6.71 
6.55 
6.38 
5.37 
6.36 
6.08 
5.75 
5.68 
1.53 
2.41 
4 .43 
3.82 
4.88 
2.45 
5.31 
5.48 
5.50 
6.00 
4.43 
6.61 
5.58 
5.04 
4.50 
6.75 
6.86 
5.98 
5.67 
5.03 
7.77 
6.70 
7.65 
7.25 
9.33 
10.60 
12.18 
13.04 
13.26 
11.64 
11.26 
11.33 
13.48 
13.30 
13.15 
11.85 



0.21 
0.26 
0.33 
0.01 
0.05 
0.02 
0.02 
0.01 
0.07 
0.14 
0.14 
0.26 
0.15 
0.16 
0.03 
0.07 
0.09 
0.03 
0.36 
0.08 
0.33 



04 
43 
,85 
.77 
.55 
.81 
.51 
0.80 
1.38 
0.02 
0.02 
0.03 
0.03 
0.05 
0.04 
0.07 
0.15 
0.16 
0.32 
0.13 
0.15 
0.06 
0.12 
0.14 
0-05 
0.42 
0-14 
0-25 
0.09 
0.76 
0.57 
1.05 
0.81 



0.09 
0.10 
0.10 
0.14 
0.09 
0.14 
0.08 
0.15 
0.37 
0.10 
0.08 
0.27 
0.25 
0.13 
0.27 
0.32 
0.2S 
0.20 
0.25 
0.33 
0.01 
0.05 
0.01 
0.02 
0.00 
0.07 
0.14 
0.15 
0.25 
0.15 
0.16 
0.03 
0.08 
0.10 
0.03 
0.36 
0.07 
0.32 
0.03 
0.42 
0.86 
0.76 
0.54 
0.80 
0.52 
0.80 
1.37 
0.01 
0.01 
0.04 
0.03 
0.05 
0.03 
0.07 
0.15 
0.15 
0.31 
0.14 
0.15 
0.05 
0.12 
0.13 
0.05 
0.42 
0.13 
0.26 
0.09 
0.77 
0.56 
1.05 
0.81 
1.90 
2.07 
1-34 
1.56 
1.06 
0.98 
1.00 
1.20 
0.72 
1.21 
1.90 
1.14 



90 
08 
33 
55 
.07 
0.98 
0.99 
1.21 
0.72 
1.21 
1.90 
1.13 



121 



10 



15 



20 



25 



30 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
, assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



40 



45 



50 
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80 



(segid 3A4 and res id 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA > 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA > 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA > 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA > 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA > 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA J 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name CA ) 



(segid 3A4 and resid 1S3 and name CB ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 157 and name CA > 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 197 and name CA > 
(segid 3A4 and resid 197 and name CB > 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB J 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and re3id 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA J 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA > 
(segid 3A4 and resid 256 and name CA > 
(segid 3A4 and resid 2S7 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
I segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 391 and name CA > 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 39V and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 



11.09 
13.10 
15.40 
15.81 
14.80 
14.05 
14.34 
13.36 
18.01 
18.88 
14.28 
13.83 
15;94 
17.18 
17.34 
14.25 
13.36 
12.74 
12.47 
16.18 
17.44 
16.53 
13.50 
12.04 
14.94 
15.31 
17.43 
16.61 
15.81 
14.56 
10.04 
9.40 
9.75 
8.73 
11.06 
10.64 
13.88 
13.99 
14.73 
14.07 
15.03 
14.08 
16.98 
16.64 
19.36 
15.69 
15.96 
14.70 
15.76 
15.27 
16.64 
13.20 
13.52 
10.16 
10.31 
11.12 
11.68 
12.71 
6.56 
8.12 
7.06 
7.41 
10.12 
10.83 
B.18 
8.18 
11.83 
13.11 
13.09 
11.60 
10.28 
12.53 
12.24 
15.88 
16.47 
15.80 
16.08 
14.92 
16.17 
15.75 
14.42 
14.04 
11.59 



1.42 
2.03 
1.04 
0.91 
1.37 
1.52 
2.31 
2.76 
0.96 
0.82 
1.31 
1.11 
1.25 
1.14 
1.62 
1.70 
1.69 
1.56 
1.38 
1.56 
1.54 
1.71 
1.61 
1.63 
1.33 
1.29 
1.36 
1.32 
1.20 
1.11 
0.33 
0.57 
0.16 
0.28 
0.33 
0.48 
0.39 
0.40 
0.12 
0.22 
0.25 
0.29 
0.35 
0.42 
0.25 
0.88 
0.99 
1.18 
1.28 
0.86 
0.84 
0.65 
0.57 
0.85 
1.05 
0.79 
0.53 
0.56 
0.65 
0.57 
0.64 
0.64 
0.79 
1.24 
1.69 
1.00 
1.03 
1.32 
1.36 
1.28 
1.28 
0.99 
0.84 
1.03 
1.22 
1.29 
1.08 
1.02 
1.30 
1.33 
1.25 
1.22 
1.35 



1.42 
2.03 
1.03 
0.90 
1.37 
1.52 
2.31 
2.75 
0.96 
0.82 
1.31 
1.10 
1.25 
1.14 
1.62 
1.70 
1.69 
1.56 
1.39 
1.57 
1.55 
1.72 
1.61 
1.63 
1.33 
1.29 
1.37 
1.33 
1.20 
1.11 
0.33 
0.58 
0.17 
0.28 
0.33 
0.48 
0.39 
0.41 
0.13 
0.22 
0.25 
0.28 
0.35 
0.43 
0.26 
0.89 
0.98 
1.19 
1.28 
0.85 
0.85 
0.66 
0.57 
0.85 
1.04 
0.78 
0.53 
0.57 
0.64 
0.56 
0.63 
0.64 
0.78 
1.23 
1.68 



00 
,03 
,31 
.35 
.27 
.29 
.98 
.85 
.03 
1.21 
1.30 
1.08 
1.01 
1.29 
1 .33 
1.26 
1.21 
1.35 



122 



assign {segxd 3A4 and res id 134 and name CA 
assign (segxd 3A4 and resid 134 and name CA. 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
5 assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
10 assign (segid 3A4 and resid 1.34 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
15 assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
20 assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name CA 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
25 assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name M 
assign (segid 3A4 and resid 134 and name N 
30 assign (segid 3A4 and resid 134 and name M 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
35 assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
40 assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name N 
assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name O 
45 assign (segid 3A4 and resid 134 and name O 
'assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name 0 
assign (segid 3A4 and resid 134 and name 0 



14.44 
15.88 
14.30 
10.13 
9. 48 



(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 39*7 and name CA ) 11.58 
(segid 3A4 and resid 397 and name CB ) 12.20 
(segid 3A4 and resid 398 and name CA ) 
{segid 3A4 and resid 3 98 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 15.42 
(segid 3A4 and resid 404 and name CB ) 14.58 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 134 and name C ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 134 and name O ) 
(segid 3A4 and resid 135 and name C ) 
(segid 3A4 and resid 135 and name CA ) 



14.86 
15.98 
13.77 
13.13 
11.59 
10.36 
14.55 
17.11 
17.52 
15.80 
14.62 



1.46 
1.44 
1.38 
1.40 
1.41 
1.37 
1.34 
1.37 
1.37 
1.29 
1.28 
1.17 
1.26 
1.20 
1.17 
1.25 
0.93 
0.92 
0.71 



assign isegiu *wwr— 

assign (segid 3A4 and resid 134 and name 
50 assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
55 assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
60 assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name 
assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name O 
65 assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 134 and name O 
70 assian (segid 3A4 and resid 134 and name O 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name C 
75 assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
80 assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 13S and name 
assign (segid 3A4 and resid 135 and name 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



\ aeyjiu jm * — ~ 

(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name N 
(segid 3A4 and resid 135 and name O 
(segid 3A4 and resid 136 and name C 
t segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 136 and name W 
(segid 3A4 and resid 136 and name O 
(segid 3A4 and resid 137 and name C 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 137 and name ti ) 
(segid 3A4 and resid 137 and name O ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 138 and name M > 
(segid 3A4 and resid 135 and name C ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB > 
(segid 3A4 and resid 135 and name N ) 
(segid 3A4 and resid 135 and name O ) 
(segid 3A4 and resid 136 and name C ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name N ) 
{segid 3A4 and resid 136 and name O ) 
(segid 3A4 and resid 137 and name C ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 137 and name N ) 
(segid 3A4 and resid 137 and name O ) 
(segid 3A4 and resid 138 and name C ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 138 and name N ) 
(segid 3A4 and resid 138 and name 0 ) 
(segid 3A4 and resid 139 and name C ) 
(segid 3A4 and resid 139 and name CA > 
(segid 3A4 and resid 139 and name N ) 
(segid 3A4 and resid 140 and name C ) 
(segid 3A4 and resid 140 and name CA ) 



scgxa j«i — . __ 

(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name S , • 
(segid 3A4 and resid 140 and name O } 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name N ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name O ) 
(segid 3A4 and resid 136 and name C ) 
(segid 3A4 and resid 136 and name CA ) 
l&egid 3A4 and resid 136 and name CB ) 
{ segid 3A4 and tesid 136 and name N ) 
(segid 3A4 and lesid 136 and name O ) 
(segid 3A4 and resid 137 and name C ) 
(segid 3A4 and resid 137 and name CA i 
(begid 3A4 and resid 137 and name N > 
(segid 3A4 and resid 137 and name O ) 
(segid 3A4 and resid 138 and name C ) 
(segid 3A4 and resid 138 and name CA ) 



18.43 
2.45 
1.46 
3.50 
4.71 
4.21 
4.98 
2.79 
5.77 
5.61 
5.38 
5.52 
4.36 
6.79 
6.34 
5.51 
4.76 
7.52 
7.07 
6.89 
5.97 
2.97 
2.75 
4.23 
2.24 
3.40 
4.11 
4.39 
5.43 
3.46 
5.06 
3.78 
3.77 
3.26 
4.95 
4.51 
3.74 
3.60 
2.91 
5.56 
5.81 
5.49 
4.35 
6.28 
5.92 
5.70 
. 5.12 
5.62 
7.28 
7.52 
2.52 
1.23 
3.09 
2.44 
3.72 
1.33 
4.01 
4.69 
4.53 
3.30 
5.75 
4.85 
4.81 



1.46 
1.44 
1.37 
1.40 
1.40 
1.37 
1.34 
1.36 
1.36 
1.29 
1.27 
1.18 
1.26 
1.21 
1.16 
1.25 
0.93 
0.92 
0.72 
0.68 
0.65 
0.04 
0.01 
0.04 
0.04 
0.06 
0.08 
0.05 
0.05 
0.07 
0.12 
0.29 
0.11 
0.05 
0.14 
0.15 
0.08 
0.14 
0.1S 
0.19 
0.14 
0.08 
0.04 
0.04 
0.02 
0.11 
0.20 
0.18 
0.28 
0.18 
0.22 
0.05 
0.12 
0.17 
0.05 
0.39 
0.07 
0.31 
0.04 
0.44 
0.85 
0.77 
0.58 
1.11 
0.82 
0.58 
0.84 
1.28 
0.58 
0.15 
0.03 
0.00 
0.06 
0.01 
0.02 
0.00 
0.12 
0.10 
0.05 
0.05 
0.14 
0.12 
0.28 



68 
64 
03 
,02 
.04 
0.05 
0.06 
0.07 
0.05 
0.05 
0.06 
0.11 
0.28 
0.11 
0.06 
0.14 
0.14 
0.08 
0.14 
0.15 
0.18 
0.14 
0.08 
0.03 
0.03 
0.02 
0.11 
0.19 
0.18 
0.28 
0.17 
0.23 
0.05 
0.12 
0.17 
0.05 
0.39 
0.08 
0.32 
0.05 
0.44 
0.86 
0.77 
0.59 
1.11 
0.82 
0.59 
0.83 
1.29 
0.58 
0.14 
0.02 
0.01 
0.05 
0.01 
0.02 
0.00 
0.12 
0.10 
0.05 
0.05 
0.15 
0.13 
0.29 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



assign (segid 3A4 and res id 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and res id 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 13S and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name C 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA } 
assign (segid 3A4 and resid 135 and name CA > 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid r35 and name CA 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA I 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA } 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA J 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA ) 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
75 assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and resid 135 and name CA ) 
80 assign (segid 3A4 and resid 135 and name CA 
assign (segid 3A4 and lesid 135 and name CA ) 
assign segid 3A4 and resid 135 and name CA 
assign segid 3A4 and resid 135 and name CA ) 



(segid 3A4 and resid 138 and name CB 
(segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 138 and name 0 
(segid 3A4 and resid 139 and name C 
(segid 3A4 and resid 139 and name CA 
(segid 3A4 and resid 139 and name N 
(segid 3A4 and resid 139 and name O 
(segid 3A4 and resid 140 and name C 



isegiu .w* «»»*«-» - - - - 

(segid 3A4 and resid 140 and name CA ) 



\aeyj.u jrv* — — - - - — 

(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name N 
(segid 3A4 and resid 140 and name O 
(segid 3A4 and resid 141 and name CA 
(segid 3A4 and resid 141 and name N 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 135 and name C 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name O 
(segid 3A4 and resid 136 and name C 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name N ) 
(segid 3A4 and resid 136 and name O ) 
(segid 3A4 and resid 13*7 and name C ) 
(segid 3A4 and resid 13"7 and name CA ) 
(segid 3A4 and resid 137 and name N 
(segid 3A4 and resid 137 and name O 
(segid 3A4 and resid 138 and name C 
(segid 3A4 and resid 138 and name CA 
(segid 3A4 and resid 138 and name CB 
(segid 3A4 and resid 138 and name N 
(segid 3A4 end resid 138 and name O 
(segid 3A4 and resid 139 and name C 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 139 and name N ) 
(segid 3A4 and resid 139 and name O ) 
(segid 3A4 and resid 140 and name C ) 
(segid 3A4 and resid 140 and name CA ) 
isegid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name N ) 
(segid 3A4 and resid 140 and name O ) 
(segid 3A4 and resid 141 and name CA > 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 141 and name N ) 
(segid 3A4 and resid 141 and name O ) 
(segid 3A4 and resid 147 and name CA ) 
(segid 3A4 and resid 147 and name CB ) 
(segid 3A4 and resid 148 and name CA > 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 14 9 and name CB 
(segid 3A4 and resid 150 and name CA 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA > 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA 
(segid 3A4 and resid 196 and name CB 
(segid 3A4 and resid 197 and name CA ) 
{segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA 
(segid 3A4 and resid 198 and name CB 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB 



5.05 
4.03 
5.93 
4.83 
4.57 
4.00 
5.85 
5.14 
5.10 
5.31 
4.31 



segia j/vi oiw — 

(segid 3A4 and resid 200 and name CA 
(segid 3A4 and resad 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 203 and name CA 
(segid 3A4 and resid 203 and name CB 
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(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA 1 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 



(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name CB ) 



(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA ) 



u»M — ' 

(segid 3A4 and resid 225 and name cb ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA > 
(segid 3A4 and resid 247 and name CA > 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB j 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 end name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA 



(segid 3A4 and resid 254 and name CA ) 



6.51 
6.16 
5.83 
6.14 
5.86 
6.61 
4.88 
5.18 
5.11 
5.04 
4.13 
6.33 
6.17 
7.32 
5.82 
6.44 
10.16 
11.16 
11.33 
9.64 
9.37 
9.84 
12.56 
12.52 
12.20 
11.45 
10.53 
17.57 
14.63 
14.48 
16.51 
17.19 
17.97 
13.73 
12.85 
12.84 
12.97 
16.18 
17.45 
15.78 
12.74 
11.39 
14.86 
15.51 
17.79 
18.47 
16.31 
15.29 
15.10 
14.08 
18.61 
10.04 
9.04 
10.99 
10.46 
11.71 
10.97 
13.93 
13.76 
15.57 
15.14 
16.32 
15.54 
17.57 
16.93 
17.24 
17.26 
16.05 
16.93 
17.26 
15.59 
15.87 
12.15 
11.90 
13.11 
14.44 
15.56 
11.62 
11.09 
9.56 
9.42 
12.65 
14.05 



0.76 
0.14 
0.44 
0.61 
0.27 
0.66 
0.42 
0.36 
1.06 
0.21 
0.61 
0.63 
0.67 
1.03 
0.45 
0.87 
4.13 
4.20 
2.37 
2.17 
1.99 
4.05 
3.35 
2.16 
1.53 
3.36 
3.76 
1.69 
1.78 
1.97 
1.56 
1.24 
1.28 
1.14 
1.25 
1.00 
1.09 
0.85 
0.92 
0.84 
0.73 
0.67 
0.57 
0.55 
0.67 
0.68 
0.67 
0.67 
0.67 
0.61 
0.61 
0.91 
0.86 
0.31 
0.23 
0.25 
0.39 
0.34 
0.49 
0.42 
0.46 
0.13 
0.21 
0.25 
0.24 
0.60 
0.56 
0.85 
0.94 
0.95 
0.69 
0.53 
0.77 
0.78 
1.22 
1.03 
0.93 
0.74 
0.55 
1.34 
1.49 
1.59 
1.24 



0.75 
0.15 
0.45 
0.61 
0.26 
0.67 
0.41 
0.36 
1.06 
0.21 
0.60 
0.63 
0.67 
1.04 
0.44 
0.88 
4.13 
4.20 
2.37 
2.17 
1.99 
4.04 
3.34 
2.15 
1.53 
3.38 
3.76 
1.69 
1.79 
1.97 
1.57 
1.23 
1.27 
1.15 
1.26 
1.00 
1.10 
0.84 
0.92 
0.84 
0.72 
0.66 
0.57 
0.55 
0.66 
0.68 
0.67 
0.67 
0.68 
0.60 
0.61 
0.90 
0.87 
0.31 
0.23 
0.24 
0.38 
0.34 
0.49 
0.42 
0.45 
0.14 
0.20 
0.26 
0.24 
0.61 
0.56 
0.85 
0.94 
0.96 
0.68 
0.53 
0.76 
0.77 
1.22 
1.02 
0.94 
0.75 
0.54 
1.34 
1.49 
1.60 
1.24 
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assxgn (segid 3A4 and resid 135 and name CB 
assign {segid 3A4 and reald 135 and name CB 
"sign selad 3A4 and resid 135 and name CB 
assxgn (segxd 3A4 and resid 135 and name CB 
5 assxgn (segid 3A4 and resxd 135 and name CB 
assxgn (segid 3A4 and resid 135 and name CB 
assxgn (segid 3A4 and resxd 135 and name CB 
assxgn (segid 3A4 and resid 135 and name CB 
assxgn (segxd 3A4 and resxd 135 and name CB 
10 assiqn (segxd 3A4 and resxd 135 and name CB 
aslxgn [segxd 3A4 and resxd 135 and name CB 
assign (segid 3A4 and resid 135 and name CB 
assign (segid 3A4 and resid 135 and name CB 
assign (segxd 3A4 and resid 135 and name CB 
15 assign (segid 3A4 and resid 135 and name CB 
assign (segxd 3A4 and resxd 135 and name CB 
assxgn (segxd 3A4 and resxd 135 and name CB 
assign (segxd 3A4 and resxd 135 and name CB 
assiqn (segxd 3A4 and resid 135 and name CB 
20 assxgn (segxd 3A4 and resid 135 and name CB 
assign (segid 3A4 and resid 135 and name CB 
assign (segxd 3A4 and resid 135 and name CB 
assign (segxd 3A4 and resxd 135 and name CB 
assxgn (segid 3A4 and resxd 135 and name CB 
25 assxgn (segid 3A4 and resxd 135 and name CB 
assign (segid 3A4 and resxd 135 and name CB 
assxgn (segid 3A4 and resxd 135 and name CB 
assign (segid 3A4 and resxd 135 and name CB 
assxgn (segxd 3A4 and resxd 135 and name CB 
30 assxgn (segxd 3A4 and resxd 135 and name CB 
assxgn (segxd 3A4 and resxd 135 and name CB 
assxgn (segid 3A4 and resid 135 and name CB 
assign (segid 3A4 and resid 135 and name CB 
assign (segxd 3A4 and resxd 135 and name CB 
35 assxgn (segxd 3A4 and resxd 135 and name CB 
assxgn (segxd 3A4 and resxd 135 and name H 
assign (segxd 3A4 and resid 135 and name N 
assxgn (segxd 3A4 and resxd 135 and name N 
assxgn (segxd 3A4 and resxd 135 and name N 
40 assxgn (segxd 3A4 and tesxd 135 and name 
assxgn (segxd 3A4 and resxd 135 and name 



(segid 3A4 and resxd 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(aegid 3A4 and resxd 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segxd 3A4 and resid 259 and name CB ) 
(segid 3A4 and lesxd 260 and name CA ) 
(segxd 3A4 and resxd 260 and name CB ) 
(segid 3A4 and resxd 261 and name CA ) 
(segid 3A4 and resxd 262 and name CA ) 
(segxd 3A4 and resxd 262 and name CB ) 



(segxd 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CB 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resxd 392 and name CB 
(segid 3A4 and resxd 393 and name CA 
(segxd 3A4 and resxd 394 and name CA 
(segxd 3A4 and resid 394 and name CB 
(segxd 3A4 and resid 395 and name CA ) 
(segxd 3A4 and resxd 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 



45 



50 



55 



N 

assiqn iseyiu *• ' , !? 

assign (segid 3A4 and resxd 135 and name N 
assign {segid 3A4 and resxd 135 and name N 
assxgn (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resxd 135 and name N 
assxgn (segxd 3A4 and resxd 135 and name N 
assxgn (segxd 3A4 and resxd 135 and name N 
assxgn (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 



N 

assiqn •*<"*<• ^ 

assign (segxd 3A4 and resxd 135 and name N 
assxgn (segxd 3A4 and resxd 135 and name M 
assxgn (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name N 
60 assign (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name N 
assign (segid 3A4 and resid 135 and name « 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
65 assign (segid 3A4 and resid 135 and name 
assign (segxd 3A4 and resxd 135 and name 
assxgn (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
70 assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
75 assign (segid 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
assxgn (segxd 3A4 and resxd 135 and name 
assxgn (segxd 3A4 and resid 135 and name 
assign (segid 3A4 and resid 135 and name 
80 assign (segid 3A4 and resid 135 and name 
assxgn (segid 3A4 and resxd 135 and name 
assign (segid 3A4 and resid 135 and name O 
assign (segid 3A4 and resid 135 and name O 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
) 
) 
» 
I 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
1 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



1.33 
1.13 
1.24 
0.92 
0.86 
0.48 
0.45 
0.69 
0.79 
0.74 
0.38 
0.32 



O 
0 
o 

0 

o 
o 
o 
o 
o 

0 

o 
o 
o 
o 
o 

0 

o 
o 
o 
o 
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(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 398 and name CA 
{segid 3A4 and resxd 398 and name CB 
(segid 3A4 and xesxd 399 and name CA 
(segid 3A4 and resxd 399 and name CB 
(segxd 3A4 and resxd 400 and name CA ) 
(segid 3A4 and resxd 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and lesid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB > 
(segid 3A4 and resid 135 and name C > 
(segid 3A4 and tesxd 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 135 and name O ) 
(segid 3A4 and resid 136 and name C ) 
(segid 3A4 and lesid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name N > 
(segid 3A4 and tesid 136 and name O ) 
(segid 3A4 and resid 137 and name C ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 137 and name H ) 
(segid 3A4 and resid 137 and name O ) 
(segid 3A4 and resid 138 and name C ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 138 and name O 
(segid 3A4 and resid 139 and name C 
(segid 3A4 and resid 139 and name CA 
(segxd 3A4 and resxd 139 and name H 
(segxd 3A4 and resxd 140 and name C 
(segxd 3A4 and resid 140 and name CA 
(segxd 3A4 and resxd 140 and name CB 
(segid 3A4 and resid 140 and name H 
(segxd 3A4 and resxd 140 and name O 
(segxd 3A4 and resid 135 and name CB 
{segid 3A4 and resid 136 and name C 
(segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name O 
(segid 3A4 and resid 137 and name C 
(segxd 3A4 and resxd 137 and name CA ) 
(segxd 3A4 and resxd 137 and name N ) 
(segxd 3A4 and resid 137 and name 0 
(segid 3A4 and resxd 138 and name C ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 



t segid 3A4 and resxd 138 and name N 
(segid 3A4 and resid 138 and name O 
(segid 3A4 and resid 139 and name C 
(segid 3A4 and resxd 139 and name CA 
(segid 3A4 and resid 139 and name N 
(segid 3A4 and resid 139 and name O 
(segid 3A4 and resxd 140 and name C 
segid 3A4 and resid 140 and name CA 
(segid 3A4 and resid 140 and name CB ) 



11.49 
10.73 
14.19 
15.97 
16.17 
14.28 
13.03 
14.45 
13.98 
18.05 
18.88 
18.38 
17.93 
16.60 
17.93 
17.51 
15.13 
17.82 
19.27 
17.32 
13.65 
12.52 
14.63 
15.41 
17.59 
18.76 
15.96 
15.28 
13.56 
12.53 
16.62 
16.93 
15.67 
16.39 
35.71 
2.44 
1.46 
2.46 
3.47 
4.69 
4.21 
5.00 
2.81 
5.82 
5.61 
5.27 
4.24 
6.81 
6.10 
5.64 
5.42 
4.83 
7.15 
6.39 
6.37 
5.58 
5.97 
6.03 
5.83 
5.57 
5.13 
3.31 
3.05 
2.74 
4.23 
2.23 
3.66 
4.31 
4.48 
3.46 
5.23 
3 
4 
4 
3 
4 



24 
23 
64 
66 
.59 
.59 
0.61 
0.91 
0.87 
0.89 
0.64 
0.56 
0.83 
0.90 
1.12 
1.25 
0.95 
0.79 
0.85 
1.30 
1.33 
1.29 
1.24 
0.02 
0.01 
0.02 
0.04 
0.09 
0.07 
0.16 
0.07 
0.12 
0.07 
0.10 
0.06 
0.08 
0.26 
0.08 
0.47 
0.03 
0.34 
0.71 
0.72 
0.45 
0.85 
0.46 
0.34 
0.54 
1.05 
0.05 
0.08 
0.02 
0.03 
0.00 
0.20 
0-19 
0.10 
0.08 
0.24 
0.24 
0.39 
0.79 
0.28 
0.22 
0.23 
0.19 
0.10 
0.24 
0.65 
0.75 
1.10 



93 
14 
53 
59 
,96 
3.86 
3.48 
2.98 
4.90 
4.79 
4.52 
4.91 



1.33 
1.14 
1.23 
0.93 
0.85 
0.49 
0.44 
0.68 
0.79 
0.74 
0.38 
0.32 
0.24 
0.23 
0.65 
0.67 
0.59 
0.59 
0.61 
0.90 
0.87 
0.69 
0.65 
0.56 
0.83 
0.90 
1.12 
1.24 
0.96 
0.79 
0.85 
1.29 
1.32 
1.30 
1.25 
0.03 
0.01 
0.01 
0.05 
0.09 
0.06 
0.16 
0.07 
0.12 
0.07 
0.10 
0.06 
0.07 
0.26 
0.09 
0.47 
0.04 
0.33 
0.72 
0.72 
0.46 
0.85 
0.47 
0.34 
0.53 
1.04 
0.05 
0.08 
0.03 
0.03 
0.01 
0.19 
0.19 
0.11 
0.08 
0.23 
0.24 
0.39 
0.79 
0.26 
0.22 
0.23 
0.20 
0.11 
0.24 
0.65 
0.74 
1.10 
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assign (segid 3A4 and res id 135 and name O 
assign (segid 3A4 and resid 135 and name O 
assign (segid 3A4 and resid 135 and name O 
assign (segid 3A4 and resid 135 and name O 
5 assign (segid 3A4 and resid 135 and name O 
assign (segid 3A4 and resid 135 and name O 
assign (segid 3A4 and resid 135 and name O 
assign (segid 3A4 and resid 135 and name 0 
assign (segid 3A4 and resid 136 and name C 
10 assign (segid 3A4 and resid 136 and name C 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
15 assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
20 assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
25 assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
30 assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and xesid 136 and name CA ) 
35 assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
40 assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 
45 assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
50 assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
55 assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
60 assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 
65 assign (segid 3A4 and resid 136 and name CA J 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
70 assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
75 assign (segid 3A4 and resid 136 and name CA » 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 end name CA ) 
assign Isegid 3A4 and resid 136 and name CA ) 
80 assign (segid 3A4 and resid 136 and name CA ) 



(segid 3A4 and resid 140 and name N > 
(segid 3A4 and resid 140 and name O > 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name N ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB J 
(segid 3A4 and resid 219 and name CG J 
(segid 3A4 and resid 220 and name N » 
(segid 3A4 and resid 136 and name CB > 
(segid 3A4 and resid 136 and name O ) 
(segid 3A4 and resid 131 and name C > 
(segid 3A4 and resid 137 and name CA ) 



(961|1U — 

(segid 3A4 and resid 131 and name N 
(segid 3A4 and resid 131 and name O 
(segid 3A4 and resid 138 and name C 
(segid 3A4 and resid 138 and name CA 
(segid 3A4 and resid 138 and name CB 
(segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 13B and name O 
(segid 3A4 and resid 139 and name C 
(segid 3A4 and resid 139 and name CA 
(segid 3A4 and resid 139 and name N 
(segid 3A4 and resid 139 and name O 
(segid 3A4 and resid 140 and name N 
(segid 3A4 and resid 140 and name O 
(segid 3A4 and resid 219 and name C 
(segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 219 and name CG ) 
(segid 3A4 and resid 219 and name N ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 



(segid 3A4 and resid 220 and name N 
(segid 3A4 and resid 136 and name C 
(segvd 3A4 and resid 136 and name CB 
(segid 3A4 and resid 136 and name O 
(segid 3A4 and resid 137 and name C 
(segid 3A4 and resid 137 and name CA 
(segid 3A4 and resid 137 and name N 
(segid 3A4 and resid 137 and name 0 
(segid 3A4 and resid 138 and name C 
(segid 3A4 and resid 138 and name CA 



(segid 3A4 and resid 138 and name CB ) 



(segid 3A4 and resid 138 and name N 
(segid 3A4 and resid 138 and name O 
(segid 3A4 and resid 139 and name C 
(segid 3A4 and resid 139 and name CA 
(segid 3A4 and resid 139 and name N 
(segid 3A4 and resid 140 and name CA 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name N 
(segid 3A4 and resid 140 and name O 
(segid 3A4 and resid 141 and name CA 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 148 and name CA ) 
(segid 3A4 and resid 149 and name CA ) 



tsegiu jni ouu ~ ~ - — ~ 

(segid 3A4 and resid 149 and name CB 
(segid 3A4 and resid 150 and name CA 
(segid 3A4 and resid 152 and name CA 
(segid 3A4 and resid 152 and name CB 
(segid 3A4 and resid 153 and name CA 
(segid 3A4 and resid 153 and name CB 
(segid 3A4 and resid 194 and name CA 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 197 and name CA 
(segid 3A4 and resid 197 and name CB 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segad 3A4 and resid 205 and name CA ) 
(segid 3A4 and tesid 205 and name CB ) 
{segid 3A4 and resid 206 and name CA ) 

. . m _ ^ „ « -j one Q nH namp CB 



assign (segid 3A4 and resid 136 and name CA j J^egia *™ «■« ^*>~- — CB ■ 

as ss ss a as \% a a: a \ las ss a ass »> - — - , 



3.50 
4.22 
6.79 
6.03 
6.79 
5.77 
6.54 
7.11 
2.49 
1.22 
3.11 
2.42 
1.33 
3.94 
4.90 
4.66 
5.57 
3.44 
6.04 
5. 89 
4.97 
4.18 
6.94 
5.86 
6.38 
6.31 
5.67 
5.13 
6.30 
6.84 
6.79 
6.44 
5.77 
1.53 
1.54 
2.39 
4.49 
3.81 
2.44 
5.39 
5.72 
5.65 
6.35 
4.52 
6.64 
5.96 
5.31 
4.78 
6.79 
7.24 
5.79 
5.75 
8.21 
9.26 
13.63 
12.78 
12.30 
13.17 
15.62 
15.22 
14.71 
13.85 
16.97 
16.77 
18.19 
15.78 
15.16 
14.06 
14.10 
17.00 
16.73 
13. 2S 
12.02 
14.60 
15.30 
17.62 
16.08 
15.31 
14.09 
12.99 
17.41 
18.32 
6.81 



0.62 
0.63 
0.49 
0.59 
0.89 
0.88 
0.80 
0.51 
0.03 
0.00 
0.17 
0.01 
0.01 
0.21 
0.36 
0.28 
0.37 
0.25 
0.36 
0.55 
0.42 
0.43 
0.52 
0.68 
0.70 
0.90 
0.77 
0.73 
0.77 
0.70 
0.99 
1.00 
0.95 
0.01 
0.02 
0.02 
0.13 
0.01 
0.03 
0.19 
0.30 
0.27 
0.47 
0.22 
0.29 
0.53 
0.29 
0.33 
0.90 
1.15 
0.75 
0.91 
0.80 
0.56 
2.22 
1.78 
1.75 
3.48 
1.20 
0.89 
2.30 
2.76 
1.09 
1.10 
1.02 
0.82 
0.86 
0.90 
0.94 
0.93 
0.74 
0.69 
0.68 
0.75 
0 
0 
0 
0 
0 
0 



0.63 
0.64 
0.49 
0.58 
0.90 
0.87 
0.80 
0.50 
0.03 
0.01 
0.17 
0.02 
0.01 
0.20 
0.36 
0.28 
0.37 
0.24 
0.35 
0.56 
0.42 
0.42 
0.52 
0.67 
0.70 
0.91 
0.77 
0.73 
0.78 
0.69 
0.98 
1.00 
0.96 
0.00 
0.02 
0.02 
0.13 
0.01 



80 
71 
69 
72 
,70 
.65 
0.71 
0.69 
1.01 



04 
18 
,30 
.27 
.48 
.22 
0.30 
0.52 
0.28 
0.32 
0.89 
1.15 
0.76 
0.90 
0.80 
0.55 
2.21 
1.78 
1.76 
3.49 
1.21 
0.90 
2.29 
2.76 
1.08 
1.11 
1.03 
0.82 
0.87 
0.91 
0.94 
0.92 
0.74 
0.69 
0.69 
0.76 
0.81 
0.71 
0.70 
0.72 
0.70 
0.65 
0.70 
0.68 
1.00 



9 \fi 4*? "i Q • r:' ^ ^ ^ 



128 



assign 
assign 
assign 
assign 



10 



15 



20 



(segid 3A4 and resid 219 and name CB > 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB 
(segid 3A4 and resid 221 and name CA ) 
(seqid 3A4 and reaid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB 1 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
{segid 3A4 and resid 224 and name CA ) 



assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
(segid 3A4 and tesid 136 and name CA ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A1 and resid 136 and name CA ) 
assign ( segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 

assign (segid 3A4 and resid 136 and name CA i = — ™ ™ I5 ^ ; S narae CB ) 
assign (segid 3A4 and resid 136 and name CA segid ja* a ^ ^ ^ ^ ( 

assign (segid 3A4 and resid 136 and name CA segid JA4 a ^ ^ cq ) 

assign (segid 3A4 and resid 136 and name CA segid ^ ^ ^ ) 

assign (segid 3A4 and resid 136 and name CA segid 3A4 a na me CA ) 

assign (segid 3A4 and resid 136 and name CA segid 3A4 an and nam0 CB > 

assign (segid 3A4 and resid 136 and name CA segid aw an ^ ^ ^ } 

(segid 3A4 and resid 136 and name CA segid 3A4 a and name CB , 

(segid 3A4 and resid 136 and name CA segid a ^ ^ ^ } 

(segid 3A4 and resid 136 and name CA segid 3A M1 and naae CA ) 

assign (segid 3A4 and resid 136 and name CA segia j« ^ ^ CB } 

assign (segid 3A4 and resid 136 and name CA segid JA4 a an<| ^ ^ } 

assign (segid 3A4 and tesid 136 and name CA segid 3A4 an ^ ^ cb | 

assign (segid 3A4 and resid 136 and name CA segid a ^ } 

assign (segid 3A4 and resid 136 and name CA segid 3A4 and ^ ^ ^ ) 

25 assign (segid 3A4 and resid 136 and name CA segid J ^ ^ ^ ^ 

assign (segid 3A4 and resid 136 and name CA ) tsegia . „, A „ a 

assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
assign segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 



assign 
assign 
assign 
assign 



6.19 
8.17 
7.83 
9.90 
9.59 
11.61 
11.21 
12.72 
12.09 
14.13 
13.60 
15.75 
15.22 
17.50 
16.45 
16.37 
16.16 
17.27 
17.45 
15.09 
15.00 
12.04 
11.87 
14.02 
14.85 
15.68 
11.53 



30 



laeyiu - ' % 

(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 10.59 
(segid 3A4 and resid 252 and name CA ) 10.76 
(segid 3A4 and tesid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 



10.94 
14.19 
14.77 
12.10 
12.43 



35 



40 



45 



50 



assign (segid 3A4 and resid 136 and name CA segia — ^ ^ naffie ^ , l6 . 06 

assxgn (segid 3A4 and resid 136 and name CA segid 3A4 a^ ^ ^ ^ ^ 



(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 260 and name CA ) 



assign segid 3M and Tesid 136 and name CA , 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign [segid 3A4 and xesid 136 and name CA 

assign (segid 3A4 and resid 136 and name CA j-,- — — — £ ^60 and name CB ) 
assign (segid 3A4 and resid 136 and name CA segid JA4 a ^ ^ ^ cb ) 

assign (segid 3A4 and resid 136 and name CA segid jm a a ^ ^ ) 

assign (segid 3A4 and resid 136 and name CA segid 3A4 and e. ^ ^ ^ cb ) 
assign (segid 3A4 and resid 136 and name CA segia an cQ } 

assign (segid 3A4 and resid 136 and name CA segid 3A4 and res ^ name CA ) 

assign (segid 3A4 and resid 136 and name CA segid ja ^ ^ CB } 

assign (segid 3A4 and resid 136 and name CA segia ^ ^ ^ } 

assign (segid 3A4 and resid 136 and name CA (segia jm <*na c ^ t 

assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 



(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 



17.09 
17.00 
15.16 
13.73 
16.16 
16.03 
19.12 
19.06 
17.80 
18.44 
16.29 
15.85 
13.68 
16.44 
17.83 
15.33 



assign (segid 3A4 and resid 136 and name CA segia o»« ™- ^ ^ ^ ) u>89 
assign (segid 3A4 and resid 136 and name CA segid 3A4 and re ^ ^ ^ lQ 74 

assign (segid 3A4 and resid 136 and name CA segid 3A4 and re an{j ^ ^ _ _ 



assign |j»cyju« » 

assign (segid 3A4 and resid 136 and name CA 
"55 assiqn (segid 3A4 and resid 136 and name CA ) 
5 * assign (segid 3A4 and resid 136 and name CA 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segxd 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
60 assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
65 assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and name CA ) 
assign (segid 3A4 and resid 136 and narae CA ) 
70 assign (segid 3A4 and resid 136 and name CB ) 
assagn (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB [ 
75 assign (segid 3A4 and resid 136 and narae CB 1 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB > 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
80 assLqn (segid 3A1 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 



(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB > 
(segid 3A4 and resid 399 and name CA > 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 137 and name C ) 
( segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 137 and name N ) 
(segid 3A4 and resid 137 and name 0 ) 
(segid 3A4 and resid 138 and name C ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 138 and name N 
(segid 3A4 and tesid 139 and name CA ) 
(segid 3A4 and xesid 139 and name N ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 



0.88 
1.03 
1.02 
0.70 
0.54 
0.78 
0.73 
1.03 
1.07 
0.95 
0.89 
0.78 
0.69 
0.92 
1.33 
1.33 
1.24 
1.21 
1.16 
1.31 
1.41 
1.15 
1.11 
0.87 
0.78 
0.90 
0.79 
1.00 
0.44 
0.58 
0.35 
0.39 
1.14 
0.35 
0.29 
0.36 
0.53 
0.32 
0.37 
0.25 
0.35 
0.44 
0.23 
0.23 
1.15 
1.31 
1.28 
1.22 
1.13 
1.21 
1.25 
1.14 
1.19 
1.01 
1.03 
1.01 
1.08 
0.93 
0.96 
0.88 
0.92 
0.93 
0.88 
0.89 
0.76 
0.75 
0.84 
0.90 
0.63 
0.18 
0.11 
0.13 
0.23 
0.32 
0.28 
0.44 
0.24 
0.34 
0.36 
0.94 
1.19 
0.93 
0.68 



0.87 
1.04 
1.02 
0.71 
0.54 
0.79 
0.73 
1.03 
1.07 
0.94 
0.89 
0.77 
0.69 
0.91 
1.32 
1.32 
1.23 
1.20 
1.17 
1.32 
1.42 
1.15 
1.11 
0.87 
0.7B 
0.90 
0.78 
1.00 
0.44 
0.59 
0.36 
0.38 
1.13 
0.35 
0.30 
0.36 
0.52 
0.31 
0.36 
0.26 
0.35 
0.43 
0.24 
0.23 
1.15 
1.31 
1. 
1 
1 
1 
1 
1 
1 



13.82 
14.74 
16.50 
17.48 
14.53 
13.56 
12.92 
12-05 
16.43 
18.22 
18.43 
16.27 
14.86 
16.61 
16.14 
18.69 
5.51 
4.49 
3.21 
6.36 
7.17 
7.00 
7.71 
5.76 
6.75 
6.26 
8.16 
8. 59 
9.15 
10.19 



29 
21 
13 
20 
.26 
.14 
.19 
1.02 
1.04 
1.02 
1.09 
0.92 
0.96 
0.88 
0.92 
0.93 
0.89 
0.88 
0:76 
0.74 
0.83 
0.91 
0.63 
0.19 
0.11 
0.13 
0.23 
0.32 
0.28 
0.43 
0.24 
0.34 
0.35 
0.93 
1.20 
0.94 
0.68 



129 



assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
5 assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB J 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
10 assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB J 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
15 assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB 
20 assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign {segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB ) 
25 assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB 
30 assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB [ 
35 assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign I segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
" (segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name CB > 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB > 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
70 assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
75 assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
80 assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 
assign (segid 3A4 and resid 136 and name CB ) 



40 



45 



50 



55 



60 



65 



assign 
assign 
assign 



assign 
assign 
assign 



(Msgid 3A4 and resid 148 and name CA ) 14.25 
(segid 3A4 and resid 149 and name CA ) 13.53 
(segid 3A4 and resid 149 and name CB ) 13.15 
(segid 3A4 and resid 152 and name CA ) 16.2/ 
(segid 3A4 and resid 152 and name CB ) 15.93 
(segid 3A4 and resid 153 and name CA ) 15.34 
(segid 3A4 and resid 153 and name CB 14.51 
(segid 3A4 and resid 194 and name CA ) 18.02 
(segid 3A4 and resid 194 and name CB ) 17.15 
(segid 3A4 and resid 197 and nama CA ) 17.05 
(segid 3A4 and resid 197 and name CB ) 16.38 
(segid 3A4 and resid 198 and name CA ) 15.36 
(segid 3A4 and resid 198 and name CB ) 15.33 
(segid 3A4 and resid 201 and name CA ) 14.67 
(segid 3A4 and resid 201 and name CB ) 13-44 
(segid 3A4 and resid 202 and name CA ) 15.96 
(segid 3A4 and resid 202 and name CB ) 16.63 
(segid 3A1 and resid 204 and name CA 17.44 
(segid 3A4 and resid 204 and name CB 16,68 
(segid 3A4 and resid 205 and name CA ) 15.40 
(segid 3A4 and resid 205 and name CB ) 14.30 
(segid 3A4 and resid 219 and name CA ) 7.65 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 11.03 
(segid 3A4 and resid 221 and name CB ) 10.84 
(segid 3A4 and resid 222 and name CA ) 12.65 
(segid 3A4 and resid 222 and name CB 12.28 
(segid 3A4 and resid 223 and name CA ) 13.47 
(segid 3A4 and resid 223 and name CB 12.70 
(segid 3A4 and resid 224 and name CA ) ^ Q * 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 18.40 
(segid 3A4 and resid 244 and name CA ) 17.46 
(segid 3A4 and resid 244 and name CB ) 17.43 
(segid 3A4 and resid 245 and name CA ) 17.25 
(segid 3A4 and resid 247 and name CA ) 15.85 
(segid 3A4 and resid 247 and name CB ) 15.75 
(segid 3A4 and resid 248 and name CA ) 12.95 
(segid 3A4 and resid 248 and name CB ) 12.91 
(segid 3A4 and resid 249 and name CA 14.85 
(segid 3A4 and resid 250 and name CA ) 15.41 
(segid 3A4 and resid 250 and name CB ) 16.21 
(segid 3A4 and resid 251 and name CA } 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 14.58 
(segid 3A4 and resid 254 and name CA ) 14.90 
I segid 3A4 and resid 255 and name CA ) 12.05 
(segid 3A4 and resid 256 and name CA ) 12.41 
(segid 3A4 and resid 257 and name CA ) 15.97 
(segid 3A4 and resid 258 and name CA ) 16.78 
(segid 3A4 and resid 258 and name CB > 16.70 
(segid 3A4 and resid 259 and name CA ) 14.63 
(segid 3A4 and resid 259 and name CB ) 13 .18 
(segid 3A4 and resid 260 and name CA ) ™ 1 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 15.73 
(segid 3A4 and resid 393 and name CA ) 13.26 
(segid 3A4 and resid 394 and name CA J 1 " 07 
(segid 3A4 and resid 394 and name CB } 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 10.03 
(segid 3A4 and resid 397 and name CA ) 13.05 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 

(segid 3A4 and resid 400 and name CA ) 

(segid 3A4 and resid 400 and name CB ) 11.10 
(segid 3A4 and resid 401 and name CA ) 15.44 



7.25 
8.93 
8.52 



14.98 
14.49 
16.80 
16.34 



11.95 
11.07 
11.31 
11.64 



15.72 
15.69 
19.25 
19.24 
18.45 
18.31 
17.05 
16.04 



15.82 
17.21 
14.54 
11.09 



14.04 
15.56 
16.54 
13.47 
12.51 
11.90 



2.38 
1.73 
1.64 
1.17 
0.93 
2-04 
2.47 
1.14 
1.14 
0.87 
0.90 
1.02 
1.08 
0.74 
0.74 
0.85 
0.95 
0.75 
0.79 
0.73 
0.68 
1.01 
0.86 
1.30 
1.34 
0.90 
0.69 
0.90 
0.81 
1.27 
1.33 
1.25 
1.21 
0.99 
0.87 
1.13 
1.69 
1.64 
1.54 
1.7? 
1.87 
1.52 
1.44 
1.19 
1.25 
1.39 
1.31 
1.53 
0.69 
0.72 
0.52 
0.64 
1.38 
0.52 
0.40 
0.69 
0.91 
0.62 
0.64 
0.40 
0.46 
0.45 
0.57 
0.68 
0.36 

0. 34 

1. B7 
1.85 
1.75 
1.62 
1.69 
1.66 
1.52 
1.60 
1.38 
1.43 
1.30 
1.38 
1.10 
1.12 
1.01 
1.08 
1.06 



2.38 
1.74 
1.64 
1.17 
0.93 
2.04 
2.48 
1.13 
1.14 
0.86 
0.91 
1.02 
1.09 
0.74 
0.73 
0.86 
0.95 
0.76 
0.80 
0.72 
0.68 
1.01 
0.85 
1.30 
1.33 
0.89 
0.69 
0.91 
0.80 
1.26 
1.34 
1.25 
1.21 
0.99 
0.88 
1.12 
1.68 
1.65 
1.55 
1.76 
1.87 
1.53 
1.44 
1.19 
1.25 
1.39 
1.32 
1.53 
0.70 
0.72 
0.53 
0.83 
1.37 
0.52 
0.41 
0.70 
0.90 
0.62 
0.65 
0.39 
0.46 
0.44 
0.57 
0.69 
0.37 
0.35 
1.87 
1.85 
1.75 
1.61 
1.69 
1.66 
1.51 
1.61 
1.38 
1.44 
1.30 
1.38 
1.09 
1.12 
1.02 
1.08 
1.06 
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assign {segid 3A4 and resid 136 and name CB ) 

assign (segid 3A4 and resid 136 and name CB 

assign (segid 3A4 and resid 136 and name CB 

assign (segid 3A4 and resid 136 and name CB 

assign (segid 3A4 and resid 136 and name CB 1 

assign (segid 3A4 and resid 136 and name CB 

assign (segid 3A4 and resid 136 and name CB ) 

^ \ ^ . . i nfi anH name CB 1 



10 



15 



20 



25 



30 



35 



assign (segid 3A4 and resid 136 and name CB 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name N 
(segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (segid 3A4 and resid 136 and name N 
assign (sogid 3A4 and resid 136 and name O 
assign (segid 3A4 and resid 136 and name O 
assign (segid 3A4 and resid 136 and name O 
assign (segid 3A4 and resid 136 and name O 
assign (segid 3A4 and resid 136 and name O 
assign (segid 3A4 and resid 136 and name O 
assign (segid 3A4 and resid 136 and name O 
assign (segid 3A4 and resid 136 and name O 



assign 
assign 
Bbsign 
assign 
assign 
assign 
assign 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



80 



V acyj-u — — 

assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 
assign (segid 3A4 and resid 136 and name 

(segid 3A4 and resid 136 and name O 
(segid 3A4 and resid 136 and name O 
(segid 3A4 and- resid 136 and name O 
(segid 3A4 and resid 136 and name 0 
(segid 3A4 and resid 136 and name O 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name 
assign (segid 3A4 and resid 137 and name 
(segid 3A4 and resid 137 and name 
(segid 3A4 and resid 137 and name 
(segid 3A4 and resid 137 and name 
(segid 3A4 and resid 137 and name 
(segid 3A4 and resid 137 and name 
(segid 3A4 and resid 137 and name 
assign (segid 3A4 and resid 137 and name 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign Isegid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assian (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 end resid 137 and name C ) 
assign (segid 3A4 and resid 137 and name C ) 
assign (segid 3A4 and resid 137 and name C 
assign (segid 3A4 and resid 137 and name CA 
assign (segid 3A4 and resid 137 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



(teg id 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and re3id 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 136 and name C ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 136 and name O ) 
(segid 3A4 and resid 137 and name C ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 137 and name N ) 
(segid 3A4 and resid 137 and name O > 
(segid 3A4 and resid 138 and name C ) 
(segid 3A4 and resid 138 and name CA > 
(segid 3A4 and resid 138 and name CB > 
(segid 3A4 and resid 138 and name N ) 
(segid 3A4 and resid 138 and name O ) 
(segid 3A4 and resid 139 and name C ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 139 and name N ) 
(segid 3A4 and resid 139 and name O ) 
(segid 3A4 and resid 140 and name C ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and lesid 140 and name N ) 
(segid 3A4 and resid 140 and name O ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name C ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 137 and name N ) 
(segid 3A4 and resid 137 and name O ) 
(segid 3A4 and resid 138 and name C ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 138 and name N ) 
(segid 3A4 and resid 138 and name O ) 
(segid 3A4 and tesid 139 and name C ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 139 and name N ) 
(segid 3A4 and resid 140 and name M ) 
(segid 3A4 and resid 219 and name C ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 219 and name CG ) 
(segid 3A4 and resid 219 and name N ) 
(segid 3A4 and resid 219 and name O ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 220 and name N > 
(segid 3A4 and resid 137 and name O ) 
(segid 3A4 and resid 138 and name C ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 138 and name N ) 
(segid 3A4 and resid 138 and name O ) 
(segid 3A4 and resid 139 and name C ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 139 and name N ) 
(segid 3A4 and resid 139 and name O ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name M ) 
(segid 3A4 and resid 140 and name O ) 
(segid 3A4 and resid 219 and name C ) 
(segid 3A4 and resid 219 and name CA ) 
(3egid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 219 and name CG ) 
(segid 3A4 and resid 219 and name N > 
(segid 3A4 and resid 219 and name O ) 
(segid 3A4 and resid 220 and name C ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 220 and name N ) 
(segid 3A4 and resid 220 and name O ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 221 and name N ) 
(segid 3A4 and resid 222 and name N ) 
(segid 3A4 and resid 137 and name C ) 
isegid 3A4 and resid 137 and name O ) 



) 

) 

) 

) 

) 

) 

> 

) 

) 

) 

) 

) 

) 

) 

> 

) 

) 

) 

> 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 



17.11 
17.30 
15.11 
13.69 
15.55 
15.15 
18.93 
17.57 
2.47 
1.46 
2.47 
3.54 
4.77 
4.21 
2.79 
5.84 
5.67 
5.50 
5.90 
4.45 
6.80 
5.79 
5.40 
4.79 
6.80 
6.05 
6.18 
5.37 
5-13 
3.19 
3.14 
2.74 
2.23 
3.60 
4.80 
4.75 
5.86 
3.71 
5.84 
5.84 
4.73 
4.08 
6.05 
5.38 
4.69 
4.25 
5.46 
5.82 
6.58 
6.07 
5.94 
4.94 
1.23 
3.31 
2.43 
3.56 
1.32 
4.31 
5.91 
4.81 
3.51 
7.01 
7.20 
7.35 
5.91 
7.34 
4.94 
4.83 
4.32 
5.14 
6.17 
6.04 
5.62 
4.89 
4.44 
4.18 
6.79 
6.35 
6.1<» 
5.25 
7.38 
1.53 
2.40 



0.97 
0.98 
0.78 
0.75 
0.82 
0.91 
0.71 
0.70 
0.02 
0.00 
0.03 
0.04 
0.09 
0.07 
0.07 
0.12 
0.17 
0.25 
0.54 
0.20 
0.16 
0.17 
0.08 
0.10 
0.22 
0.49 
0.61 
0.46 
0.47 
0.12 
0.28 
0.03 
0.01 
0.35 
0.63 
0.44 
0.48 
0.36 
0.64 
0.95 
0.84 
0.78 
1.01 
1.01 
0.75 
0.59 
0.63 
0.63 
1.01 
1.20 
1.24 
1.13 
0.00 
0.15 
0.01 
0.14 
0.01 
0.23 
0.15 
0.20 
0.17 
0.17 
0.05 
0.16 
0.07 
0.29 
0.09 
0.15 
0.19 
0.63 
0.10 
0.11 
0.29 
0.13 
0.11 
0.20 
0.27 
0.67 
0.86 
0.52 
0.54 
0.01 
0.00 



0.9/ 
0.98 
0.77 
0.75 
0.83 
0.91 
0.71 
0.71 
0.02 
0.01 
0.04 
0.05 
0.10 
0.06 
0.07 
0.13 
0.17 
0.26 
0.55 
0.19 
0.17 
0.18 
0.08 
0.09 
0.23 
0.50 
0.62 
0.46 
0.48 
0.11 
0.28 
0.04 
0.02 
0.35 
0.64 
0.43 
0.47 
0.35 
0.64 
0.96 
0.85 
0.77 
1.01 
1.00 
0.75 
0.58 
0.63 
0.62 
1.00 
1.20 
1.24 
1.14 
0.01 
0.16 
0.02 
0.15 
0.02 
0.23 
0.15 
0.20 
0.16 
0.18 
0.05 
0.16 
0.06 
0.30 
0.09 
0.16 
0.18 
0.62 
0.09 
0.10 
0.29 
0.13 

0.11 

0.21 
0.28 
0.68 
0.B6 
0.51 
0.54 
0.01 

0.01 
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10 



15 



20 



25 



(segid 3A4 and resid 137 and name CA > 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 137 and name CA ) 
assign {segid 3A4 and resid 137 and name CA ) 
assign (segid 3A4 and resid 137 and name CA ) 
assign (segid 3A4 and resid 137 and name CA ) 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 13B and name N ) 
(segid 3A4 and resid 13B and name O ) 
(segid 3A4 and resid 3 39 and name C J 
(segid 3A4 and resid 139 and name CA 
(segid 3A4 and resid 139 and name N J 
( segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 



assign (segid 3A4 and resid 137 and name u* -™ an<J ^ N , 

assign (segid 3A4 and resid 137 and name CA segid 3A4 ana res ^ ) 

assign (segid 3A4 and resid 137 and name CA segid 3A and res anQ name CB , 

assign (segid 3A4 and resid 137 and name CA ) segia ^ } 

assign (segid 3A4 and resid 137 and name CA segid 3A4 and res ^ ^ } 

assign (segid 3A4 and resid 137 and name CA segid 3*4 a ^ ^ ^ } 

assign iSSS SS 3 =3 S3 = | S- « and resid 149 and = CB , 
USS IS " =S =S IS =3 name S S « «s*d 151 and name CA , 
assign (segid 3A4 and resid 137 and name CA 
assign (segid 3A4 and resid 137 and name CA ) 
assign (segid 3A4 and resid 137 and name CA ) 
assign (segid 3A4 and resid 137 and name CA 
assign (segid 3A4 and resid 137 and name CA 
assign (segid 3A4 and resid 137 and name CA 
assign (segid 3A4 and resid 137 and name CA 



( segia *i?^*v- 

(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and lesid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 



4.64 
3.81 
4.74 
2.44 
5.70 
6.79 
5.74 
4.55 
7.93 
8.09 
6.70 
10.32 
11.45 
14.05 
15.15 
14.08 
13.57 
14.52 
16.79 
16.32 
15.94 
15.22 
14.44 
18.05 
17.15 
16.15 



30 



35 



40 



assign (segid 3A4 and resid 137 and name CA segia «j — ^ name CQ , 15 . 87 

assign (segid 3A4 and resid 137 and name CA segid aw ana r ^ ig 8fi 

assign (segid 3A4 and resid 137 and name CA segid 3A4 and resid 195 • ^ ^ zQ 

assign (segid 3A4 and resid 137 and name CA segid 3A4 and resi 

assign (segid 3A4 and resid 137 and name CA segid 3A4 and resid 197 a^ ^ ) ^ ^ 

assign (segid 3A4 and resid 137 and name CA segid 3A4 and e ^ ^ } i2 ^ 2 

assign (segid 3A4 and resid 137 and name CA segid 3A4 and resia 

assign (segid 3A4 and resid 137 and name CA segid 3A4 and resid 199 a^ ^ ^ > ^ 

assign (segid 3A4 and resid 137 and name CA segid ja ^ ^ ^ } 

SS KSS SJ S3 SS3 "37 S3 nam: S ! C «=£S 3*4 and resid 201 and name CA j 
assign (segid 3A4 and resid 137 and name CA ) 
assign (segid 3A4 and resid 137 and name CA ) 
assign (segid 3A4 and resid 137 and name CA j 
assign (segid 3A4 and resid 137 and name CA 

assign (segid 3A4 and resid 137 and name CA j = — — ™~ JJj and name , 

assign (segid 3A4 and resid 137 and name CA J segid m ana cq 

assign (segid 3A4 and resid 137 and name CA (segid 3A4 and resxa ^ ^ . 



(segid 3A4 and resid 201 and name CB > 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 



15-86 
12.34 
11.09 
12.94 
13.44 
16.27 
17.33 
15.28 
14.75 



0.11 
0.02 
0.11 
0.03 
0.19 
0.14 
0.16 
0.12 
0.15 
0.27 
0.13 
0.31 
0.47 
2.61 
0.57 
0.28 
0.39 
1.93 
0-89 
1.08 
1.58 
1.17 
1.66 
1.33 
1.49 
1.44 
1.31 
1.56 
1.52 
1.45 
1.70 
1.70 
1.82 
1.83 
1.52 
1.40 
1.45 
1.51 
1.60 
1.39 
1.41 
1.06 
0.91 



0.12 
0.02 
0.11 
0.02 
0.19 
0.14 
0.16 
0.12 
0.15 
0.26 
0.13 
0.31 
0.47 
2.62 
0.56 
0.28 
0.40 
1.92 
0.88 
1.08 
1.59 
1.16 
1.66 
1.32 
1.49 
1.43 
1.30 
1.56 
1.52 
1.45 
1.71 
1.69 
1.81 
1.83 
1.51 



assign (segid 3A4 and resid 137 and name CA segia ^ «« ^ ^ ^ ^ } 12 . 87 1.07 

assign (segid 3A4 and resid 137 and name CA segid 3A ana ^ CB } 11>58 ^08 
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and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and re3id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
end resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



138 and name CA ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB } 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
136 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
136 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 



(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 139 and name C ) 
(segid 3A4 and resid 139 and name CA ) 

) 
) 



138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB . 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 



138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
136 and name CB 
138 and name CB 
138 and name CB 
138 and name CB . 
136 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
136 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 



138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 
138 and name CB 



138 and name CB ) 



(segid 3A4 and resid 139 and name N 
(segid 3A4 and re3id 139 and name 0 
(segid 3A4 and resid 140 and name C 
( segid 3A4 and resid 14 0 and name CA 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name N ) 
(segid 3A4 and resid 140 and name O ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 147 and name CA ) 
(segid 3A4 and resid 147 and name CB ) 
(segid 3A4 and resid 148 and name CA ) 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 190 and name CA > 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB J 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB > 
(segid 3A4 and resid 206 and name CA J 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 207 and name CA 
(segid 3A4 and resid 207 and name CB J 
(segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CB > 
(segid 3A4 and resid 219 and name CG > 
(segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB > 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 221 and name N | 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 223 and name CA ) 
segid 3A4 and resid 223 and name CB 
segid 3A4 and resid 224 and name CA 
segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA 
tegid 3A4 and resid 225 and name CB 
segid 3A4 and resid 226 and name CA 
Uegid 3A4 and resid 240 and name CA 
segid 3A4 and resid 240 and name CB 
segid 3A4 and resid 241 and name CA 
segid 3A4 and resid 241 and name CB ) 



19.01 
4.96 
4.60 
3.32 
6.01 
6.46 
5.42 
5.07 
4.52 
6.40 
8.81 
9.88 
12.73 
13.68 
13.21 
11.79 
11.13 
12.70 
14.77 
13.91 
13.41 
12.91 
12.13 
16.78 
16.89 
15.80 
14.83 
18.35 
18.56 
16.90 
17.75 
17.46 
18.87 
15.84 
16.32 
12.58 
12.51 
13.11 
14.37 
14.04 
15.17 
11.13 
10.79 
8.85 
8.84 
11.65 
13.07 
11.86 
8.48 
7.12 
9.55 
10.06 
12.89 
13.77 
12.13 
11.50 
10.39 
9.11 
13.51 
14.11 
15.71 
16.05 
7.05 
6.07 
6.19 
6.55 
6.04 
6.22 
5.44 
5.75 
9.12 
9.43 
10.82 
10.64 
10.83 
9.91 
11.99 
11.45 
14.66 
17.32 
18.36 
15.02 
15.58 



0.56 
0.20 
0.15 
0.16 
0.21 
0.55 
0.33 
0.35 
0.30 
0.68 
0.67 
0.63 
1.86 
1.77 
0.43 
0.75 
1.07 
2.06 
0.81 
0.82 
1.13 
2.10 
2.69 
1.18 
0.91 
1.71 



0.55 
0.19 
0.15 
0.15 
0.21 
0.55 
0.34 
0.36 
0.31 
0.68 
0.66 
0.62 
1.87 
1.77 
0.44 
0.75 
1.07 
2.06 
0.80 
0.63 
1.13 
2.10 
2.68 
1.18 
0.90 
1.70 
1.82 
0.77 
0.79 
0-76 
0.78 
0.75 
0.76 
0.78 
0.82 
0.70 
0.70 
0.77 
0.76 
0.97 
1.00 
0.93 
0.82 
0.92 
0.83 
1.10 
1.08 
1.26 
1.29 
1.30 
1.09 
1.03 
1.19 
1.22 
1.21 
1.16 
1.10 
0.98 
0.98 
0.97 
1.12 
1.24 
0.33 
0.18 
0.39 
0.84 
0.97 
0.66 
0.65 
0.69 
0.37 
0.21 
0.56 
0.68 
0.79 
0.81 
0.63 
0.57 
0.54 
0.88 
0.68 
1.05 
3.19 



81 
77 
79 
75 
79 
.76 
.76 
.78 
.82 
0.69 
0.71 
0.78 
0.76 
0.97 
1.00 
0.93 
0.81 
0.92 
0.82 
1.11 
1.08 
1.26 
1.30 
1.30 
1.09 
1.03 
1.18 
1.22 
1.21 
1.15 
1.09 
0.98 
0.99 
0.97 
1.12 
1.23 
0.33 
0.19 
0.39 
0.84 
0.97 
0.67 
0.65 
0.68 
"0.37 
0.22 
0.57 
0.68 
0.80 
0.81 
0.62 
0.57 
0,55 
0.88 
0.88 
1.06 
1.19 



136 



10 



IS 



25 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



45 



50 



55 



60 



65 



80 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
j segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and re sid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and re 3 id 
and resid 
and resid 
and resid 
and resid 



138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 



138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and namB CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB J 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 
138 and name CB ) 



138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name N 
138 and name O 
138 and name O 
138 and name O 
138 and name O 
138 and name O 
138 and name O 
138 and name O 
138 and name O 
138 and name 
138 and name 
138 nnd name 
138 and name 
138 and name 
138 and name 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
Uegid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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J 
) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

J 

) 
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) 

) 

) 

) 

) 

) 

> 
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and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



242 and 

242 and 

243 and 

243 and 

244 and 

244 and 

245 and 

245 and 

246 and 

246 and 

247 and 

247 and 

248 and 
248 and 
24 9 and 
250 and 

250 and 

251 and 

251 and 

252 and 

252 and 

253 and 

254 and 

255 and 

256 and 

257 and 
259 and 

259 and 

260 and 
260 and 
392 and 

392 and 

393 and 

395 and 

396 and 

396 and 

397 and 
397 and 
399 and 

399 and 

400 and 
400 and 
138 and 
138 and 
138 and 

138 and 

139 and 
139 and 
139 and 

139 and 

140 and 
140 and 
140 and 
140 and 
140 and 
219 and 
219 and 
219 and 
219 and 
219 and 

219 and 

220 and 
220 and 
220 and 
220 and 

220 and 

221 and 
221 and 
221 and 
13B and 
139 and 
139 and 
139 and 

139 and 

140 and 
140 and 
140 and 
140 and 

140 and 

141 and 
201 and 
205 and 
219 and 



name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ] 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CB ) 
name CA J 
name CB ) 
name CA } 
name CB ) 
name CA ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB > 
name C > 
name CA ) 
name CB ) 
name O ) 
name C ) 
name CA ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name CG ) 
name N ) 
name o ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name CA ) 
name CB ) 
name N ) 
name CB ) 
name C ) 
name CA ) 
name N > 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name N ) 
name CB ) 
name CB ) 
name C ) 



15.69 
17.11 
14.94 
15.76 
11.62 
11.51 
10.92 
11.93 
12.63 
14.06 
10.85 
10.89 
7.46 
6.94 
9.66 
11.33 
12.16 
8.83 
7.82 
8.12 
7.82 
11.80 
13.10 
11.59 
12.29 
15.82 
16.57 
15.33 
17.62 
17.16 
IS. 88 
15.00 
14.14 
17.49 
14.38 
12.92 
16.00 
16.49 
18.15 
17.24 
16.60 
15.46 
2.48 
1.46 
2.43 
3.S8 
5.07 
4.18 
2.76 
6.22 
6.84 
6.12 
6.17 
4.90 
6.45 
5.68 
5.54 
4.75 
5.38 
6.85 
6.74 
6.13 
5.60 
5.11 
4.94 
7.29 
6.51 
6.11 
5.58 
3.08 
3.45 
2.80 
2.25 
4.17 
6.17 
4.97 
5.28 
3.81 
6.40 
7.18 
6.58 
7.05 
5.61 



1.03 
1.03 
1.05 
1.01 
1.00 
0.97 
1.04 
1.05 
1.07 
1.10 
1.15 
1.10 
1.11 
1.01 
1.15 
1.40 
1.42 
1.58 
1.52 
1.60 
1.44 
1.52 
1.77 
2.03 
1.38 
1.50 
1.26 
1.20 
1.15 
1.13 
1.37 
1.38 
1.33 
1.16 
1.14 
1.16 
1.12 
1.16 
0.95 
0.93 
0.87 
0.97 
0.03 
0.01 
0.03 
0.05 
0.09 
0.06 
0.06 
0.13 
0.29 
0.14 
0.20 
0.12 
0.42 
0.14 
0.12 
0.23 
0.62 
0.10 
0.07 
0.22 
0.37 
0.47 
0.34 
0.23 
0.34 
0.51 
0.23 
0.14 
0.33 
0.03 
0.00 
0.46 
0.43 
0.51 
0.71 
0.37 
0.42 
0.40 
0.55 
0.51 
1.01 



1.03 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 222 and name CB ) 
and resid 223 and name CA ) 
and resid 223 and name CB ) 
and resid 224 and name CA ) 
and resid 224 and name CB ) 
and resid 225 and name CA ) 
and resid 225 and name CB ) 
and resid 226 and name CA ) 
and resid 241 and name CA ) 
and resid 241 and name CB ) 
and resid 242 and name CA ) 
and resid 243 and name CA ) 
and resid 244 and name CA ) 
and resid 244 and name CB ) 
and resid 245 and name CA ) 
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and resid 245 and name CB ) 
and resid 24 6 and name CA > 
and resid 246 and name CB ) 
and resid 247 and name CA ) 
and resid 247 and name CB ) 
and resid 248 and name CA ) 
and resid 248 and name CB ) 
and resid 249 and name CA ) 
and resid 250 and name CA ) 
and resid 250 and name CB ) 
and resid 251 and name CA ) 
and resid 251 and name CB ) 
and resid 252 and name CA ) 
and resid 252 and name CB ) 
and resid 253 and name CA ) 
and resid 254 and name CA ) 
and resid 255 and name CA > 
and resid 256 and name CA ) 
and resid 257 and name CA ) 
and resid 259 and name CA ) 
and resid 259 and name CB ) 
and resid 392 and name CA ) 
and resid 392 and name CB ) 
and resid 393 and name CA ) 
and resid 395 and name CA ) 
and resid 396 and name CA ) 
and resid 396 and name CB ) 
and resid 397 and name CA ) 
and resid 397 and name CB ) 
and resid 399 and name CA ) 
and resid 399 and name CB ) 
and resid 400 and name CA ) 
and resid 400 and name CB ) 
and resid 139 and name C ) 
and resid 139 and name CA ) 
and resid 139 and name O ) 
and resid 140 and name C ) 
and resid 140 and name CA ) 
and resid 140 and name CB ) 
and resid 140 and name N ) 
and resid 140 and name 0 ) 
and resid 141 and name CA ) 
and resid 141 and name N ) 
and resid 219 and name C ) 
and resid 219 and name CA ) 
and resid 219 and name CB ) 
and resid 219 and name CG ) 
and resid 219 and name N ) 
and resid 219 and name O ) 
and resid 220 and name CB ) 
and resid 220 and name N ) 
and resid 221 and name CB ) 
and resid 221 and name N ) 
and resid 140 and name C ) 
and resid 140 and name CA ) 
and resid 140 and name CB ) 
and resid 140 and name N ) 
and resid 140 and name O ) 
and resid 141 and name C ) 
and resid 141 and name CA ) 
and resid 141 and name CB ) 
and resid 141 and name N ) 
and resid 141 and name O ) 
and resid 219 and name CB ) 
and resid 219 and name CG ) 
and resid 13 and name CB ) 
and resid 13 and name O ) 
and resid 19 and name N ) 



8.25 
11.03 
11.00 
12.30 
11.85 
12.80 
11.93 
14.81 
17.25 
17.63 
18.59 
18.07 
14.44 
13.98 
14.07 
14.97 
16.31 
17.73 
14.54 
14.36 
11.19 
10.44 
13.55 
15.39 
16.19 
12.71 
11.59 
11.88 
11.52 
15.59 
16.87 
14.90 
15.24 
18.86 
19.01 
17.66 
18.83 
18.07 
16.85 
19.19 
15.95 
14.65 
18.00 
18.77 
19-00 
17.96 
17.50 
16.60 
2.48 
1.45 
3.57 
5.03 
4.21 
4.81 
2.78 
4.95 
7.25 
6.18 
5.93 
5.33 
4.03 
4.34 
6.33 
6.90 
6.75 
5.70 
6.03 
6.10 
3.47 
2.78 
4.09 
2.23 
4.10 
6.33 
5.14 
5.60 
3.99 
6.65 
6.12 
5.88 
2.50 
1.23 
6.27 



0.54 
0.61 
0.66 
0.75 
0.75 
0.74 
0.70 
0.68 
0.72 
0.84 
0.88 
0.90 
0.86 
0.80 
0.91 
0.93 
0.96 
0.96 
0.85 



78 
90 
89 
01 
.94 
0.94 
0.82 
0.76 
0.99 
1.05 
1.02 
1.00 
1.39 
0.69 
0.76 
0.26 
0.23 
0.58 
0.64 
0.43 
0.49 
0.48 
0.50 
0.46 
0.40 
0.65 
0.68 
0.73 
0.72 
0.05 
0.00 
0.06 
0.16 
0.08 
0.07 
0.09 
0.27 
0.18 
0.16 
0.40 
0.29 
0.20 
0.15 
0.15 
0.31 
0.66 
0.58 
0.61 
0.64 
0.23 
0.04 
0.14 
0.01 
0.26 
0.40 
0.44 
0.44 
0.38 
0.39 
0.54 
0.62 
0.03 
0.00 
1.15 



0.53 
0.62 
0.65 
0.75 
0.75 
0.75 
0.70 
0.67 
0.72 
0.84 
0.88 
0.90 
0.85 
0.80 
0.91 
0.93 
0.96 
0.97 
0.85 
0.79 
0.89 
0.88 
1.02 
0.94 
0.95 
0.83 
0.76 
1.00 
1.05 
1.03 
1.00 
1.39 
0.69 
0.76 
0.25 
0.22 
0.57 
0.63 
0.43 
0.48 
0.48 
0.49 
0.46 
0.40 
0.65 
0.67 
0.74 
0.72 
0.04 
0.01 
0.05 
0.17 
0.08 
0.06 
0.09 
0.27 
0.19 
0.17 
0.39 
0.30 
0.20 
0.15 
0.15 
0.30 
0.65 
0.59 
0.61 
0.64 
0.24 
0.03 
0.14 
0.02 
0.26 
0.39 
0.45 
0.44 
0.38 
0.39 
0.55 
0.63 
0.02 
0.00 
1.14 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (seqid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
as-bign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



13 and name CA ) (segid 3A4 and resid 
13 and name CA > (segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA J 
13 and name CA ) 
13 and name CA > 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA > 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA > 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 
13 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 31 and name CA > 



13 and name C ) 
13 and name CB ) 
13 and name O ) 
19 and name CA ) 

19 and name CB ) 

20 and name CA ) 

20 and name CB ) 

21 and name CA ) 

21 and name CB ) 

22 and name CA ) 

23 and name CA ) 
23 and name CB ) 
30 and name CA ) 



I segid 3A4 and resid 31 and name CB 
(segid 3A4 and resid 32 and name CA 
(segid 3A4 and resid 32 and name CB 
(segid 3A4 and resid 331 and name CB 
(segid 3A4 and resid 335 and name CA 
(segid 3A4 and resid 33 and name CA 
(segid 3A4 and resid 33 and name CB 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 346 and name CB 



1.52 

I. 53 
2.39 
7.75 
8.88 
9.33 

10.72 
8.89 
7.67 

II. 30 
11.41 
10.76 
14.82 
18.05 
12.56 
13.27 
10.05 

9.01 
16.61 
16.30 
10.37 
11.72 
15.71 
16.05 
14.01 
13.36 
13.58 
14.81 
11.81 
10.45 
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(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and res id 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 13.13 
(segid 3A4 and resid 355 and name CB ) 14.81 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 36 and name CA ) 



15.75 
13.25 
10.31 
9.22 
8.38 
7.05 
12.68 
13.67 
14.94 
12.85 
12.14 
12.07 
12.40 
13.63 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
AJ auu „o„„ , (segid 3A4 and resid 
13 and name CA ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB 1 (segid 3A4 and resid 
13 and name CB ) (segid 3A4 and resid 
13 and name CB ) 
13 and name CB > 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB j 



37 and name CA ) 

37 and name CB ) 

38 and name CA ) 



10.37 
16.03 
14.71 
16.27 
15.63 
13.77 
15.39 
15.29 
14.21 



38 and name CB ) 12.97 

39 and name CA ) 14.94 
39 and name CB ) 14.40 
42 and name CB ) 17.16 
19 and name CA ) 8.08 

19 and name CB ) 9.28 

20 and name CA ) 9.22 

20 and name CB } 10.62 

21 and name CA ) 8.62 

21 and name CB ) 7.45 

22 and name CA ) 10.75 

23 and name CA ) 10.64 
23 and name CB ) 9.91 
31 and name CA ) 11.85 

31 and name CB ) 12.63 

32 and name CA ) 9.29 

.seqxa w — 32 and name CB } 8 * 18 

seaid 3A4 and resid 331 and name CB ) 16.40 
segid 3A4 and resid 335 and name CA ) 16.29 
segid 3A4 and resid 33 and name CA 9.88 
(*egid 3A4 and resid 33 and name CB 11.25 
segid 3A4 and resid 344 and name CA ) 13.12 
(segid 3A4 and resid 344 and name CB ) 12.42 
seaid 3A4 and resid 345 and name CA ) 12.86 
(segid 3A4 and resid 345 and name CB ) 14.13 
seaid 3A4 and resid 346 and name CA ) 11.12 
(segid 3A4 and resid 346 and name CB ) 9.75 



0.01 
0.01 
0.02 
1.35 
1.57 
0.75 
0.73 
1.08 
1.23 
1.45 
1.89 
2.00 
1.66 
1.24 
1.35 
1.18 
1.35 
1.56 
1.32 
1.37 
0.97 
0.92 
1.30 
1.17 
1.45 
1.68 
0.97 
0.78 
1.07 
1.20 
0.74 
0.76 
0.96 
1.03 
1.11 
1.38 
1.42 
1.28 
1.19 
1.26 
1.59 
1.52 
2.07 
2.17 
2.35 
2.43 
2.91 
1.55 
1.76 
1.77 
1.48 
1.47 
1.64 
1.46 
1.47 
1.20 
1.16 
1.19 
1.22 
0.84 
1.30 
1.41 
1.13 
1.05 
1.59 
1.69 
2.04 
2.48 
2.61 
2.03 
1.85 
2.04 
2.22 
1.23 
1.21 
1.53 
1.44 
2.15 
2.36 
1.64 
1.45 
1.66 
1.77 



0.01 
0.01 
0.01 
1.35 
1.58 
0.74 
0.73 
1.09 
1.22 
1.46 
1.89 
2.01 
1.65 
1.24 
1.35 
1.18 
1.36 
1.56 
1.32 
1.37 
0.96 
0.92 
1.29 
1.17 
1.44 
1.67 
0.97 
0.77 
1.06 
1.19 
0.74 
0.76 
0.96 
1.03 
1.11 
1.39 
1.41 
1.29 
1.18 
1.26 
1.59 
1.51 
2.07 
2.17 
2.36 
2.43 
2.90 
1.54 
1.75 
1.77 
1.49 
1.48 
1.63 
1.46 
1.46 
1.20 
1.15 
1.19 
1.21 
0.83 
1.30 
1.41 
1.13 
1.05 
1.60 
1.70 
2.04 
2.48 
2.61 
2.04 
1.86 
2.03 
2.22 
1.24 
1.21 
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assign 
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assign 
assign 
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assign 
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assign 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
I segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



X3 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB > 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB > 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name CB ) 
13 and name N ) 
13 and name N ) 
13 and name N ) 
13 and name N ) 
13 and name 0 ) 
13 and name O ) 
140 and name C ) 
140 and name C ) 
140 and name C ) 
140 and name C ) 
140 and name C ) 
140 and name C ) 
140 and name C ) 
140 and name CA > 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA > 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 and name CA ) 
140 end name CA ) 



13.82 
15.16 
12.80 
10.03 
8.89 
8.11 
6.84 
12.50 



(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA J 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 350 and name CA ! Ar> 
(segid 3A4 and resid 350 and name CB ) 13.42 
(segid 3A4 and resid 351 and name CA 14.81 
(segid 3A4 and resid 352 and name CA > 12.92 
(segid 3A4 and resid 352 and name CB ) 12.17 
(segid 3A4 and resid 353 and name CA ) 12.34 
(segid 3A4 and resid 353 and name CB ) 12.63 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 35 and name CA J 
(segid 3A4 and resid 360 and name CB > 14.98 
(segid 3A4 and resid 361 and name CB ) 15.90 
(segid 3A4 and resid 36 and name CA ) 
(segid 3A4 and resid 37 and name CA ) 
(segid 3A4 and resid 37 and name CB ) 
(segid 3A4 and resid 382 and name CB ) 17.68 
(segid 3A4 and resid 38 and name CA ) 14.10 

38 and name CB ) 

39 and name CA ) 
39 and name CB ) 
42 and name CB ) 
13 and name C ) 
13 and name CA > 
13 and name CB ) 
13 and name O 



14.13 
13.70 
10.44 



13.73 
15.46 
15.45 



) 

13 and name CB ) 
19 and name N ) 



12.87 
14.59 
14.02 
16.68 
2.47 
1.46 
2.44 
3.50 
3.27 
5.65 
2.50 
1.23 
3.22 
2.45 
3.58 
1.33 
3.51 
1.53 
1.53 
2.39 
4.56 
3.84 
4.76 
2.45 
4.56 
9.20 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid - 

(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name 0 ) 
(segid 3A4 and resid 141 and name C ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 141 and name N 1 
(segid 3A4 and resid 141 and name 0 
(segid 3A4 and resid 140 and name C 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name O 
(segid 3A4 and resid 141 and name C 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and xesid 141 and name N ) 
(segid 3A4 and resid 141 and name 0 ) 
(segid 3A4 and resid 14 7 and name CA ) 
(segid 3A4 and resid 147 and name CB ) 10.24 
(segid 3A4 and resid 148 and name CA } 9.73 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA 
(segid 3A4 and resid 151 and name CA 12.94 
(segid 3A4 and resid 152 and name CA 12.44 
(segid 3A4 and resid 152 and name CB 11.70 
(segid 3A4 and resid 153 and name CA 12.10 
(segid 3A4 and resid 153 and name CB 11.20 
(segid 3A4 and resid 155 and name CB 16.44 
(segid 3A4 and resid 156 and name CB 1S.06 
(segid 3A4 and resid 193 and name CA 15.79 
(segid 3A4 and resid 193 and name CB 16.02 
(segid 3A4 and resid 194 and name CA 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB 15.96 
(segid 3A4 and resid 196 and name CA 14.30 
(segid 3A4 and resid 196 and name CB 15.08 
(segid 3A4 and resid 197 and name CA 10.69 
(segid 3A4 and resid 197 and name CB 10.19 
(segid 3A4 and resid 198 and name CA 9.96 
(segid 3A4 and resid 198 and name CB 10.59 
(segid 3A4 and resid 199 and name CA ) 12.76 
(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 200 and name CA 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB 
(begid 3A4 and resid 202 and name CA ) 
(beqid 3A4 and resid 202 and name CB ) _ 
(segid 3A4 and resid 203 and name CA ) 13.52 
(segid 3A4 and resid 203 and name CB ) 14.11 



8.63 
7.75 
10.33 



13.25 
13.59 
14.50 



14.10 
11.58 
8.47 
7.35 
11.14 
12.08 



1.28 
1.29 
1.38 
1.48 
1.60 
1.85 
1.87 
1.57 
1.46 
1.51 
1.84 
1.77 
2.28 
2.36 
2.64 
2.75 
1.73 
2.08 
1.80 
1.83 
1.52 
1.42 
1-61 
1.38 
1.34 
1.57 
1.62 
1.33 
0.01 
0.01 
0.01 
0.05 
0.07 
1.22 
0.01 
0.00 
0.12 
0.01 
0.07 
0.00 
0.24 
0.01 
0.01 
0.01 
0.06 
0.03 
0.04 
0.03 
0.21 
2.95 
2.77 
1.51 
1.87 
2.09 
2.93 
1.94 
1.43 
1.14 
2.72 
3.17 
1.59 
2.24 
1.07 
1.05 
1.19 
1.29 
1.13 
1.14 
0.83 
0.80 
0.86 
0.97 
0.90 
l.OO 
0.74 
0.78 
0.73 
0.71 
0.64 
0.65 
0.67 
0.66 
0.64 



1.27 
1.28 
1.37 
1.47 
1.60 
1.84 
1.87 
1.57 
1.46 
1.50 
1.84 
1.77 
2.28 
2.36 
2.63 
2.76 
1.73 
2.09 
1.79 
1.84 
1.51 
1.43 
1.62 
1.38 
1.34 
1.56 
1.63 
1.34 
0.02 
0.00 
0.01 
0.06 
0.08 
1.23 
0.02 
0.01 
0.13 
0.02 
0.08 
0.01 
0.24 
0.00 
0.01 
0.02 
0.07 
0.03 



0.03 
0.04 
0.22 
2.95 
2.78 
1.51 
1.88 
2.09 
2.93 
1.94 
1.42 
1.14 
2.72 
3.16 
1.59 
2.24 
1.07 
1.04 
1.19 
1.28 
1.13 
1.14 
0.84 



81 
86 
96 
91 
,01 
.74 
0.79 
0.72 
0.71 
0.64 
0.66 
0.66 
0.65 
0.64 
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35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



40 



45 



50 



55 



60 



65 



70 



75 



SO 



(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and res id 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and re3id 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 



(segid 3A4 and resid 204 and name CA 
(segid 3A4 and resid 204 and name CB 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 206 and name CA 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 



(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 226 and name CA 
(segid 3A4 and resid 241 and name CA 
(segid 3A4 and resid 244 and name CA 
(segid 3A4 and resid 244 and name CB 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
( segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
( segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA > 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB > 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 141 and name C ) 
(segid 3A4 and resid 141 and name CA ) 



V DCyiU _ir*i ujiu 

(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name CB 
(segid 3A4 and resid 140 and name CB . 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 140 and name CB ) 



locyiu ~ 

(segid 3A4 and resid 141 and name CB 
(segid 3A4 and resid 141 and name N 
(segid 3A4 and resid 141 and name O 
(segid 3A4 and resid 147 and name CA 
(segid 3A4 and resid 147 and name CB 
(segid 3A4 and resid 148 and name CA 
(segid 3A4 and resid 149 and name CA 
(segid 3A4 and resid 149 and name CB 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB J 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 154 and name CA 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB J 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB 
(segid 3A4 and resid 193 and name CA 
(segid 3A4 and resid 193 and name CB J 
(segid 3A4 and resid 194 and name CA 
(seqid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
segid 3A4 and resid 195 and name CB } 



11.65 
10.51 
11.03 
10.25 
14.70 
15.46 
15.79 
15.75 
9.29 
7.86 
10.61 
10.55 
9.83 
8.64 
11.63 
11-46 
14.28 
14.33 
14.90 
14.19 
15.12 
14 .17 
17.62 
18.06 
15.56 
15.21 
14.25 
14.89 
16.44 
15.35 
15.53 
11.63 
10.80 
13.04 
15.37 
16.44 
13.15 
12.37 
11.27 
10.58 
14.65 
16.64 
14.78 
14.28 
17.68 
18.61 
17.40 
18.74 
18.10 
18.27 
17.49 
16.20 
18.86 
19.54 
18.16 
17.13 
4.94 
4.63 
5.65 
3.33 
4.65 
9.04 
10.14 
9.39 
8.02 
7.21 
9.46 
11.94 
11.39 
10.74 
10.97 
10.08 
13.48 
15.34 
15.26 
14.96 
13.92 
14.73 
14.93 
12.15 
12.44 
13.56 
15.01 



0.62 
0.61 
0.63 
0.61 
0.59 
0.59 
0.69 
0.71 
0.33 
0.32 
0.6B 
0.68 
0.95 
1.02 
0.63 
0.54 
0.64 
0.66 
0.88 
0.88 
0.93 
0.89 
0.78 
0.74 
0.90 
0.79 
1.00 
1.03 
1.12 
1.01 
0.93 
1.04 
1.03 
1.27 
1.23 
1.20 
1.07 
0.96 
1.31 
1.36 
1.40 
1.34 
1.66 
1.02 
1.07 
0.45 
0.39 
0.50 
0.60 
0.46 
0.40 
0.43 
0.34 



0.62 
0.60 
0.62 
0.62 
0.S9 
0.58 
0.69 
0.72 
0.34 
0.33 
0.69 
0.68 
0.95 
1.02 
0.64 
0.55 
0.64 
0.65 
0.87 
0.88 
0.93 
0.69 
0.7B 
0.74 
0.89 
0.79 
0.99 
1.02 
1.13 
1.01 
0.93 
1.05 



32 
63 
57 
12 
11 
0.13 
0.12 
0.29 
2.52 
2.28 
1.10 
1.75 
1.99 
3.00 
1.98 
1.49 
1.15 
2.98 
3.45 
3.16 
2.17 
1.71 
2.44 
2.46 



03 
27 
23 
.21 
.08 
.96 

1.30 

1.36 

1.41 

1.35 

1.66 

1.03 

1.07 

0.45 

0.39 

0.50 

0.60 

0.46 

0.40 

0.43 

0.35 

0.32 

0.63 

0.57 

0.12 

0.11 

0.14 

0.13 

0.29 

2.51 

2.27 

1.10 

1.75 

1.99 

3.01 

1.98 

1.50 

1.15 

2.97 

3.45 

3.15 

2.17 

1.72 

2.44 

2.47 

1.12 

1.12 

1.29 

1.45 

1.15 

1.17 
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assign 
assign 
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assign 
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assign 
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assign 
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assign 
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assign 
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assign 
assign 
assign 
assign 
assign 
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assign 
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assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
{segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(aegid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and lesid 
and resid 
and res id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and res id 
and resid 
and tesid 
and resid 
and res id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 



name 
name 
name 



name 
name 
name 



name 
name 
name 
name 



140 and namo 
140 and namo 
140 and name 
140 and name 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
140 and 
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(segid 3A4 
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203 and name 

203 and name 

204 and name 

204 and name 

205 and name 

205 and name 

206 and name 

206 and name 

207 and name 
207 and name 
219 and name 

219 and name 

220 and name 

220 and name 

221 and name 

221 and name 

222 and name 

222 and name 

223 and name 

223 and name 

224 and name 

224 and name 

225 and name 

225 and name 

226 and name 
241 and name 
241 and name 
244 and name 

244 and name 

245 and name 

245 and name 

246 and name 

247 and name 

247 and name 

248 and name 
24 8 and name 
24 9 and name 
250 and name 

250 and name 

251 and name 

251 and name 

252 and name 

252 and name 

253 and name 

254 and name 

255 and name 

256 and name 

257 and name 

259 and name 

260 and name 
260 and name 
393 and name 
396 and name 

396 and name 

397 and name 
400 and name 
400 and name 
140 and name 
140 and name 
140 and name 

140 and name 

141 and name 
141 and name 
141 and name 
141 and namo 
141 and name 
219 and name 
219 and name 

140 and name 

141 and name 



CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB } 
CA ) 
CB ) 
CA ) 
CB ) 
CA J 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB > 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
C ) 
CA ) 
CB ) 
0 ) 
C ) 
CA ) 
CB ) 
N ) 
0 ) 
CB ) 
CG ) 
CB ) 
C ) 



13.49 
14.25 
9.89 
9.28 
9.26 
9.82 
12.25 
13.54 
11.27 
8.35 
7.14 
11.07 
11.89 
13.54 
14.07 
11.94 
10.80 
11.46 
10.64 
15.05 
15.10 
16.27 
16.20 
10.01 
8.62 
10.89 
10.67 
9.99 
8.77 
12.14 
12.12 
14.70 
14.73 
15.00 
14.18 
15.31 
14.41 
18.00 
17.73 
17.94 
15.19 
14.94 
13.64 
14.25 
15.70 
14.76 
15.05 
11.01 
10.21 
12.12 
14.53 
15.65 
12.48 
11.80 
10.36 
9.59 
13.64 
15.80 
14.08 
13.46 
16.78 
16.85 
18.07 
17.37 
17.96 
17.43 
16.11 
18.60 
18.11 
17.00 
2.44 
1.46 
2.45 
2.79 
5.63 
4.79 
5.71 
3.55 
5.83 
6.48 
6.51 
3.12 
3.35 



0.75 
0.73 
0.79 
0.95 
0.84 
1.02 
0.54 
0.59 
0.46 
0.51 
0.47 
0.49 
0.55 
0.44 
0.41 
0.55 
0.49 
0.62 
0.53 
0.54 
0.44 
0.75 
0.84 
0.35 
0.29 
0.7B 
0.81 
0.92 
0.95 
0.49 
0.38 
0.61 
0.66 
0.91 
0.96 
0.88 
0.82 
0.70 
0.76 
0.83 
0.96 
0.82 
1.08 
1.09 
1.31 
1.25 
1.17 
1.28 
1.23 
1.55 
1.61 
1.57 
1.50 
1.35 
1.74 
1.76 
1.85 
1.82 
2.00 
1.45 
1.53 
0.91 
0.94 
0.98 
0.85 
0.56 
0.59 
0.62 
0.48 
0.59 
0.04 
0.02 
0.03 
0.08 
0.10 
0.08 
0.11 
0.08 
0.22 
0.29 
0.24 
0.12 
0.29 



0.75 
0.72 
0.78 
0.95 
0.84 
1.02 
0.54 
0.60 
0.47 
0.52 
0.46 
0.48 
0.55 
0.45 
0.41 
0.55 
0.49 
0.62 
0.52 
0.53 
0.45 
0.75 
0.84 
0.34 
0.30 
0.77 
0.81 
0.93 
0.96 
0.50 
0.38 
0.62 
0.66 
0.92 
0.95 
0.87 
0.81 
0.69 
0.76 
0.83 
0.96 
0.82 
1.08 
1.09 
1.31 
1.26 
1.17 
1.29 
1.24 
1.56 
1.62 
1.58 
1.50 
1.36 
1.74 
1.76 
1.85 
1.83 
1.99 
1.44 
1.53 
0.91 
0.94 
0.97 
0.85 
0.56 
0.59 
0.61 
0.48 
0.58 
0.03 
0.01 
0.04 
0.08 
0.11 
0.07 
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assign (segid 3A4 and resid 140 and name O 
assign (segid 3A4 and resid 140 and name O 1 
assign (segid 3A4 and resid 140 and name O ) 
assign (segid 3A4 and resid 140 and name 0 ) 
assign (segid 3A4 and resid 141 and name C 
assign (segid 3A4 and resid 141 and name C ) 
assign (segid 3A4 and resid 141 and name CA 
assign (segid 3A4 and resid 141 and name CA ) 
assign (segid 3A4 and resid 141 and name CA 
assign (segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
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(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(begid 3A4 and resid 141 and name CA ) 
(segid 3A4 and re«Jid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA > 
(segid 3A4 and resid 141 and name CA ) 
and resid 141 and name CA ) 
and resid 141 and name CA ) 
and resid 141 and name CA ) 
and resid 141 and name CA ) 
and resid 141 and name CA ) 
and resid 141 and name CA ) 
vacy ^ -™ and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
assign (segid 3A4 and resid 141 and name CA ) 
assign (segid 3A4 and resid 141 and name CA ) 
assign (segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
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assign 
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assign . 
assign (segid 3A4 
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(segid 3A4 
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assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and tesid 141 and name N > 
(segid 3A4 and resid 141 and name O > 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 141 and name O ) 
(segid 3A4 and resid 141 and name C ) 
(segid 3A4 and resid 141 and name CB ) 
(segid 3A4 and resid 141 and name O > 
(segid 3A4 and resid 147 and name CA ) 
(segid 3A4 and resid 147 and name CB > 
(segid 3A4 and resid 148 and name CA ) 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB J 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 219 and name CA > 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and tesid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 



0.02 
0.17 
0.02 
0.41 
0.03 
0.00 
0.01 
0.02 
0.01 
3.45 
3.38 
2.33 
1.87 
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assign (segid 3A4 and resid 141 and name CA ) v = — ™ — ™ ^ ^ CB j 
~S P I a==S s^a 3A4 and resid 223 and name CA J 

assign IsSgid SS and res^d IW and name £ J 1 segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA > 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
assign (segid 3A4 and resid 141 and name CA ) 
assign (segid 3A4 and resid 141 and name CA ) 
assign (segid 3A4 and resid 141 and name CA ) 
assign (begid 3A4 and resid 141 and name CA ) 
assign (segid 3A4 and resid 141 and name CA ) (segid 
assign (segid 3A4 and resid 141 and name CA ) (segid sm 
assign (segid 3A4 and resid 141 and name CA ) (segid 3Afl 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 141 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CB ) 
and resid 244 and name CA ) 
and resid 244 and name CB ) 
and resid 245 and name CA ) 
iacyxvJ ^™ and resid 245 and name CB ) 
(segid 3A4 and resid 247 and name CA > 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
and resid 251 and name CB ) 
and resid 252 and name CA ) 
and resid 252 and name CB ) 
and resid 253 and name CA ) 
and resid 256 and name CA ) 
i»eyjLu JW and resid 259 and name CB ) 
(segid 3A4 and zesid 396 and name CB ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 147 and name CA ) 



(segid 3A4 
(segid 3A4 



(segid 3A4 



2.79 
4.09 
2.25 
3.81 
2.49 
1.23 
1.51 

I. 51 
2.39 
6.80 
7.77 
7.52 
7.32 
6.63 
9.35 

12.12 
12.12 

II. 34 
12.31 
11.45 
16.93 
16.91 
14.86 
15.30 
16.62 
18.13 
16.00 
16.52 
12.25 
11.60 
12.41 
13.19 
15.16 
16.39 
13.46 
10.87 

9.96 
13.96 
14.98 
15.85 
16.26 
13.57 
12.25 
13.49 
12.95 
17.23 
18.04 
17.77 
17.56 
11.81 
10.42 
13.61 
13.55 
13.09 
11.92 
14.54 
14.17 
17.25 
17.26 
18.13 
17.49 
17.21 
18.75 
18.39 
17.22 
17.74 
18.42 
18.68 
14.65 
13.86 
15.63 
17.96 
19.14 
15.72 
15.08 
13.39 
12.71 
16.48 
15.31 
18.19 
17.89 
17.68 
7.59 



0.46 
0.49 
0.43 
0.45 
0.49 
0.51 
0.43 
0.41 
0.43 
0.42 
0.44 
0.43 
0.60 
0.63 
0.90 
0.86 
0.63 
0.80 
0.69 
1.11 
1.09 
1.35 
1.40 
1.21 
1.09 
1.19 
1.17 
1.48 
1.49 
0.53 
0.56 
0.42 
0.32 
0.81 
0.90 
0.95 
1.00 
0.73 
0.67 
0.71 
0.64 
1.10 
0.43 
0.45 
0.40 
0.47 
0.36 
0.37 
0.35 
0.36 
0.37 
0.38 
0.32 
0.39 
0.37 
0.58 
0.53 
0.68 
1.31 
1.15 
1.11 
1.49 
3.49 



0.02 
0.17 
0.01 
0.41 
0.03 
0.00 
0.01 
0.02 
0.01 
3.44 
3.39 
2.34 
1.88 
1.77 
2.49 
1.86 
1.38 
1.18 
2.03 
2.28 
0.47 
0.48 
0.43 
0.45 
0.50 
0.51 
0.43 
0.42 
0.43 
0.41 
0.44 
0.44 
0.60 
0.62 
0.90 
0.85 
0.63 
0.81 
0.69 
1.12 
1.10 
1.36 
1.39 
1.21 
1.10 
1.20 
1.16 
1.48 
1.49 
0.54 
0.56 
0.42 
0.32 
0.80 
0.91 
0.95 
1.01 
0.74 
0.67 
0.72 
0.64 
1.09 
0.42 
0-46 
0.40 
0.48 
0.35 
0.36 
0.35 
0.37 
0.38 
0.39 
0.32 
0.40 
0.37 
0.58 
0.53 
0.69 
1.31 
1.15 

1.49 
3.49 
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assign (segid 3A4 and resid 141 and name CB ) 
assign (segid 3A4 and resid 141 and name CB 
assign (segid 3A4 and resid 141 and name CB 
assign (segid 3A4 and resid 141 and name CB 
assign (segid 3A4 and resid 141 and name CB 
assign (segid 3A4 and resid 141 and name CB 
assign (segid 3A4 and resid 141 and name CB 
assign (segid 3A4 and resid 141 and name CB 
assign (segid 3A4 and resid 141 and name CB 
assign (segid 3A4 and resid 141 and name CB ) 
assign (segid 3A4 and resid 141 and name CB 
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and resid 149 and name CA ) 
and resid 149 and name CB 1 
and resid 149 and name N 
and resid 149 and name O 
and resid 150 and name C 
and resid 150 and name CA 
and resid 150 and name N 
and resid 151 and name N 
and resid 149 and name C 
'and resid 149 and name CA ) 
and resid 14 9 and name CB ) 
and resid 149 and name N ) 
and resid 149 and name O ) 
and resid 150 and name C > 
and resid 150 and name CA ) 
and resid 150 and name N ) 
and resid 150 and name O ) 
and resid 152 and name CB ) 
and resid 149 and name CB ) 
and resid 149 and name O ) 
and resid 150 and name C ) 
and resid 150 and name CA ) 



12.82 
13.41 
15.50 
16. 87 
14.52 
14.47 
11.32 
10.40 
13.20 
13.96 
15.85 
16.57 
14.24 
13.38 
.12.67 
16.78 
17.46 
16.58 
15.21 
17.67 
17.24 
16.46 
18.41 
17.72 
16.43 
17.01 
16.27 
16.47 
17.97 
14.90 
13.87 
16.35 
2.48 
1.46 
3.52 
4.90 
4.26 
4.93 
2.84 
6.04 
6.33 
5.58 
4.51 
6.23 
3.46 
2.77 
3.93 
2.25 
4.17 
5.15 
4.98 
3.83 
5.96 
5.53 
2.49 
1.24 
2.98 



and resid 150 and name N ) 
and resid 150 and name O ) 
and resid 151 and name C ) 
and resid 151 and name CA ) 
and resid 151 and name N ) 
and resid 151 and name O ) 
and resid 152 and name C ) 
and resid 152 and name CA > 
and resid 152 and name CB ) 
and resid 152 and name N ) 
and resid 152 and name O > 
and resid 153 and name C } 
and resid 153 and name CA ) 
and resid 153 and name CB ) 
and resid 153 and name N ) 
and resid 154 and name N ) 
and resid 149 and name C ) 
and resid 149 and name CB ) 
and resid 149 and name O ) 
and resid 150 and name C ) 
and resid 150 and name CA ) 
and resid 150 and name N ) 
and resid 150 and name O ) 
and resid 151 and name C ) 
and cesid 151 and name CA ) 



2.89 
2.80 
2.60 
2.70 
2.47 
2.63 
2.02 
2.13 
1.68 
1.87 
1.70 
1.87 
1.51 
1.02 
0.79 
1.06 
1.19 
1.40 
1.45 
1.21 
1.04 
1.26 
0.56 
0.71 
0.75 
1.74 
1.65 
2.35 
1.45 
1.66 
1.80 
1.69 
0.02 
0.00 
0.09 
0.14 
0.06 
0.10 
0.09 
0.21 
0.43 
0.17 
0.13 
0.92 
0.36 
0.O4 
0.39 
0.00 
0.55 
0.75 
0.51 
0.38 
0-52 
1.23 
0.02 
0.00 
0.05 
0.02 
0.00 
0.27 
0.28 
0.27 
0.31 
0.31 
0.31 
0.24 
0.26 
0.26 
0.31 
0.44 
0.43 
0.49 
0.36 
0.43 
0.00 
0.02 
0.02 
0.05 
0.02 
0.02 
0.37 
0.39 
0.38 



2.44 
1.33 
3.69 
4.69 
4.55 
3.39 
5.76 
5.15 
4.76 
4.54 
3.99 
6.37 
6.32 
5.33 
4.91 
4.42 
6.09 
1.51 
1.52 
2.39 
4.39 
3.79 
2.42 
5.11 
5.78 
5.66 



2.90 
2.80 
2.60 
2.70 
2.47 
2.62 
2.03 
2.13 
1.68 
1.88 
1.70 
1.87 
1.52 
1.03 
0.80 
1.07 
1.20 
1.40 
1.45 
1.22 
1.04 
1.25 
0.57 
0.71 
0.74 
1.74 
1.64 
2.34 
1.44 
1.65 
1.80 
1.69 
0.02 
0.01 
0.09 
0.14 
0.06 
0.10 
0.09 
0.22 
0.43 
0.18 
0.13 
0.91 
0.36 
0.03 
0.38 
0.01 
0.54 
0.76 
0.52 
0.38 
0.52 
1.22 
0.02 
0.01 
0.05 
0.01 
0.01 
0.27 
0.28 
0.27 
0.32 
0.30 
0.30 
0.24 
0.25 
0.26 
0.31 
0.43 
0.42 
0.49 
0.37 
0.44 
0.01 
0.01 
0.02 
0.05 
0.02 
0.02 
0.38 
0.38 
0.37 



rfr 6 i m - i «•?» \~ * ip» & -T*. * * 



148 



assign (segid 3A4 and le&id 149 and name CA ) 
assign {segid 3A4 and res Id 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign ( segid 3A4 and res id 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 end name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 



assign (segid 3A4 and resid 149 and name ca u »~ ~ £ ~ ' - name ^ , 

assign (segid 3A and resid 19 and name CA segid 3M and ^ ^ ^ CB 



10 

assign pcyiu -.*-«.-■ — — — — - - , 

assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
15 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
20 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and cesid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 14 9 and name CA 
25 assign (segid 3A4 and resid 149 and name CA 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA 
assign (segid 3A4 and resid 149 and name CA 
assign (segid 3A4 and resid 149 and name CA ) 
30 assign (segid 3A4 and resid 149 and name CA ) 
assign {segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA > 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
35 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
40 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
45 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
50 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
55 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
60 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 14 9 and name CA ) 
65 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
70 assign (segid 3A4 and resid 149 and name CA 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA 
assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CA ) 
75 assign (segid 3A4 and resid 149 and name CA ) 
assign (segid 3A4 and resid 149 and name CB ) 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB ) 
assign (segid 3A4 and resid 149 and name CB ) 
80 assign (segid 3A4 and resid 149 and name CB ) 



(segid 3A4 and resid 151 and name N ) 
(segid 3A4 and resid 151 and name O ) 
(segid 3A4 and resid 152 and name C ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name N ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 154 and name CA > 



4.59 
6.91 
6.09 
5.50 
4.90 
4.89 
6.47 
6.06 
5.51 
8.73 
10.38 
10.08 
11.08 
10.29 



\segxu Jt\H aii« — - — - 

(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 157 and name CA 12-55 
(segid 3A4 and resid 157 and name CB ) 12.02 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB } 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB > 
(segid 3A4 and resid 160 and name CA ) 16.95 
(segid 3A4 and resid 160 and name CB ) 16.24 
(segid 3A4 and resid 161 and name CA ) 18.62 
(segid 3A4 and resid 161 and name CB ) 18.15 
(segid 3A4 and resid 189 and name CA } 17.09 
[segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
{segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA 15.46 
(segid 3A4 and resid 192 and name CB ) 16.45 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(sogid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 11.49 
(segid 3A4 and resid 198 and name CB ) 12.08 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 219 and name CA > 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA J 
I segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 244 and name CB > 19 -f? 
(segid 3A4 and resid 245 and name CA ) 16.75 
(segid 3A4 and resid 245 and name CB ) 16.88 
(segid 3A4 and resid 246 and name CA > 18.17 
(segid 3A4 and resid 248 and name CA ) 14.79 
(segid 3A4 and resid 248 and name CB ) 14.17 
(segid 3A4 and re3id 249 and name CA ) 13.95 
(segid 3A4 and resid 250 and name CA ) 16.59 
(segid 3A4 and resid 251 and name CA ) 15.59 
(segid 3A4 and resid 251 and name CB ) 15.59 
(segid 3A4 and resid 252 and name CA ) 12.20 
(segid 3A4 and resid 252 and name CB ) 11.14 
(segid 3A4 and xesid 253 and name CA > 13.88 
(segid 3A4 and resid 256 and name CA ) 13.69 
(segid 3A4 and resid 257 and name CA > 15.86 
(segid 3A4 and resid 259 and name CB ) 17.88 
(segid 3A4 and resid 260 and name CA ) 17.32 
(segid 3A4 and resid 260 and name CB ) 16.21 
(segid 3A4 and resid 150 and name C ) 5.39 
(segid 3A4 and tesid 150 and name CA ) 
(segid 3A4 and resid 150 and name N ) 
(segid 3A4 and resid 150 and name 0 ) 
(segid 3A4 and tesid 151 and name C ) 
(segid 3A4 and resid 151 and name CA ) 



14.52 
14.20 
15.86 
15.29 



14.06 
14.15 
15.10 
16.51 



12.10 
11.58 
10.76 
11.15 
13.63 
15.02 
13.13 
13.20 
9.84 
8.72 



14.52 
15.26 
13.44 
12.43 
11.48 
15.72 
16-24 
15.07 
16.99 
15.63 
17.44 
16.92 
16.40 
15.14 



assign <seg\d 3A4 and resid 149 and name CB ) (segio £j - ™ ~ ; = _ - 
=35 S SS a- Testd SS and S= CB \ «5 SS £ resid 152 and name CA , 



0.41 
0.40 
0.39 
0.36 
0.38 
0.38 
0.45 
0.51 
0.42 
0.43 
0.57 
0.69 
0.43 
0.42 
0.43 
0.45 
0.57 
0.65 
0.71 
0.73 
0.63 
0.65 
0.79 
0.86 
1.66 
1.76 
1.88 
1.46 
1.44 
1.19 
1.25 
1.18 
1.41 
0.94 
1.03 
0.69 
0.76 
0.71 
0.80 
0.78 
0.64 
0.53 
0.43 
0.77 
0.72 
1.41 
1.53 
1.36 
1.25 
1.03 
2.08 
1.18 
1.26 
0.83 
0.60 
1.18 
1.33 
0.29 
0.64 
0.66 
1.19 
0.85 
0.70 
1.37 
1.50 
1.16 
0.98 
1.33 
1.34 
1.75 
1.81 
1.82 
1.08 
1.45 
1.62 
0.06 
0.13 
0.18 
0.26 
0.40 
0.36 
0.34 
0.44 



0.41 
0.39 
0.40 
0.37 
0.37 
0.38 
0.45 
0.51 
0.41 
0.43 
0.57 
0.70 
0.44 
0.42 
0.42 
0.46 
0.57 
0.66 
0.70 
0.74 
0.64 
0.65 
0.78 
0.85 
1.65 
1.77 
1.87 
1.45 
1.45 
1.18 
1.25 
1.18 
1.42 
0.94 
1.04 
0.70 
0.76 
0.71 
0.81 
0.77 
0.65 
0.53 
0.43 
0.78 
0.73 
1.42 
1.52 
1.36 
1.24 
1.03 
2.09 
1.18 
1.26 
0.83 
0.61 
1.19 
1.32 
0.29 
0.63 
0.66 



4.58 
3.29 
6.04 
6.90 
6.88 
5.76 
6.39 



.20 
,85 
,70 
.37 
.50 
.16 
.98 
.32 
1.34 
1.76 
1.80 
1.83 
1.08 
1.45 
1.62 
0.07 
0.13 
0.17 
0.26 
0.40 
0.35 
0.34 
0.45 



149 



assign (segid 3A4 and resxd 149 and name CB 
assign (segxd 3A4 and resxd 14 9 and name CB 
assign (segid 3A4 and resxd 149 and name CB 



10 



15 



assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 



\ocy*« 

(segid 3A4 and resxd 149 and name CB 
(segid 3A4 and resxd 14 9 and name CB 
(segid 3A4 and resxd 149 and name CB 
(segxd 3A4 and resxd 149 and name CB 
(segxd 3A4 and resxd 149 and name CB 
(segxd 3A4 and resxd 149 and name CB 
(segxd 3A4 and resxd 14 9 and name CB 
(segxd 3A4 and reaid 149 and name CB 
(segxd 3A4 and resid 14 9 and name CB 
(segxd 3A4 and resid 149 and name CB > 



20 



25 



30 



35 



40 



45 



50 



55 



(segid 3A4 and resid 149 and name CB 
assign (segxd 3A4 and resid 149 and name CB 
assign (segid 3A4 and resxd 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 14 9 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segxd 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB ) 
assxgn (segxd 3A4 and resid 149 and name CB 
assign (segxd 3A4 and resxd 149 and name CB 
assign (segxd 3A4 and resid 149 and name CB ) 
assign (segxd 3A4 and resid 14 9 and name CB ) 
assxgn (segid 3A4 and resid 149 and name CB 
assign (segxd 3A4 and resid 149 and name CB 
assign (segxd 3A4 and resid 14 9 and name CB ) 
assign (segid 3A4 and resid 149 and name CB ) 
assign (segxd 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (sogxd 3A4 and resid 149 and name CB ) 
assxgn (segxd 3A4 and resid 14 9 and name CB ) 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB ) 
assign (segid 3A4 and resid 149 and name CB ) 
assign (segid 3A4 and resid 14 9 and name CB ) 
assign (segxd 3A4 and resid 149 and name CB 
assxgn (segxd 3A4 and resid 149 and name CB 
assign (segxd 3A4 and resid 14 9 and name CB 
assign (segid 3A4 and resid 14 9 and name CB 
assxgn (segxd 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB ) 
assign (segid 3A4 and resid 149 and name CB 
(segid 3A4 and resid 149 and name CB > 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3R4 and resid 149 and name CB ) 
(segid 3A4 and resid 149 and name CB > 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 149 and name CB ) 



5.65 
5.97 
6.82 
6.18 
6.07 
9.44 
11.20 
10.97 
11.50 
10.56 
12.66 
12.30 
15.13 
14.94 
16.43 
15.87 
17.23 
16.41 
18.46 
17.40 
17.69 
14.42 
14.55 
15.25 
16.65 
15.52 
16.54 
12.22 
11.83 
10.74 
11.17 
13.42 
14.83 
12.89 
13.05 
9.46 
8.41 
10.93 
11.57 
13.96 
14.77 



60 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 



assign |acy*w — — - _ , — __ . 

assign (segid 3A4 and resid 149 and name CB ) 



assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segxd 3A4 and resxd 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB 
assign (segid 3A4 and resid 149 and name CB ) 
assign (segid 3A4 and resid 149 and name CB ) 
assign (segid 3A4 and resid 149 and name CB ) 



75 



80 



assign laeyiu «*r« - - _ . 

assign (segid 3A4 and resid 149 and name CB ) 



assign (segid 3A4 and resid 149 and name N 
assign (segid 3A4 and resid 149 and name N 
assign (segid 3A4 and resid 149 and name N 
assign (segid 3A4 and xesid 149 and name N 
assign (segid 3A4 and resid 149 and name N 
assign (segid 3A4 and resid 149 and name N 
assign (segid 3A4 and resid 149 and name N 
assign (sogid 3A4 and resid 149 and name H 
assign (segid 3A4 and resid 149 and name N 



(segxd 3A4 and resid 152 and name CB ) 
(segxd 3A4 and resid 152 and name H ) 
(segid 3A4 and resxd 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 157 and name CA J 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 189 and name CA > 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resxd 192 and name CB ) 
(segid 3A4 and resxd 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 12.82 
(segid 3A4 and resid 201 and name CA ) 11.62 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segxd 3A4 and resid 221 and name CB ) 
(segxd 3A4 and resid 245 and name CA ) 
(segxd 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resxd 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 24 9 and name CA ) 
(segid 3A4 and resid 250 and name CA J 
(segid 3A4 and resxd 250 and name CB ) 
(segxd 3A4 and resid 251 and name CA > 
(segid 3A4 and resid 251 and name CB ) . 
(segid 3A4 and resid 252 and name CA ) 11.88 
(segid 3A4 and resid 252 and name CB ) 10.83 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) __ 
(segid 3A4 and resid 257 and name CA ) 15.92 
(segid 3A4 and resid 259 and name CB ) 17.79 
(segid 3A4 and xesid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 14 9 and name C ) 
(segid 3A4 and resid 149 and name CA ) 
(segid 3A4 and resid 14 9 and name CB ) 
(segid 3A4 and resid 149 and name O ) 
(segid 3A4 and resid 150 and name C ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 150 and name N ) 
(segid 3A4 and resid 150 and name O ) 
(segid 3A4 and reaid 151 and name C ) 



0.42 
0.43 
0.59 
0.66 
0.52 
0.49 
0.67 
0.81 
0.58 
0.55 
0.51 
0.48 
0.64 
0.73 
0.80 
0.83 
0.76 
0.79 
0.98 
1.12 
1.22 
1.26 
1.40 
0.93 
0.94 
0.61 
0.64 
0.60 
0.82 
0.53 
0.63 



10.66 

14.94 

15.50 

14.27 

16.19 

14.83 

16.69 

16.22 

15.60 

14.32 

16.20 

16.37 

17.76 

17.84 

14.23 

13.57 

13.61 

16.28 

17.68 

15.18 

15.10 



13.80 
16.84 
15.60 
13.61 



) 



17.40 
16.32 
2.46 
1.46 
2.45 
3.54 
1.83 
4.16 
2.74 
5.65 
6.37 



63 
60 
85 
.79 
.11 
.90 
1.07 
0.68 
1.31 
1.24 
1.90 
2.07 
1.92 
1.84 
1.62 
2.60 
1.49 
1.58 
1.26 
1.00 
1.77 
1.93 
0.72 
0.72 
0.93 
0.86 
0.81 
0.81 
1.10 
1.25 
1.20 
1.04 
0.90 
1.23 
1.22 
1.59 
1.58 
1.91 
1.89 
1.96 
1.33 
1.81 
1.99 
0.03 
0.00 
0.03 



0.41 
0.44 
0.59 
0.67 
0.51 
0.49 
0.66 
0.81 
0.57 
0.55 
0.51 
0.49 
0.64 
0.73 
0.60 
0.83 
0.77 
0.79 
0.99 
1.11 
1.22 
1.25 
1.40 
0.93 
0.94 
0.61 
0.63 
0.61 
0.81 
0.53 
0.63 
0.63 
0.61 
0.84 
0.79 
1.12 
0.90 
1.07 
0.87 
1.31 
1.24 
1.89 
2.08 
1.92 
1.83 
1.62 
2.59 
1.49 
1.58 
1.26 
1.01 
1.77 
1.92 
y).73 
0.73 
0.92 
0.87 
0.80 
0.81 
1.10 
1.26 
1.19 
1.04 
0.89 
1.23 
1.21 
1.58 
1.57 
1.91 
1.89 
1.97 
1.33 
1.82 
1.98 
0.03 
0.01 
0.02 
O.09 
0.16 
0.03 
0.05 
0.57 
0.52 



,08 
.16 
.04 
.05 
.57 
.53 



150 



10 



15 



20 



25 



30 



35 



40 



45 



assign (segid 3A4 and resid 149 and name H ) 
assign (segid 3A4 and resid 149 and name N ) 
assign (segid 3A4 and resid 149 and name N ) 
assign {segid 3A4 and resid 149 and name N ) 
assign (segid 3A4 and resid 149 and name N ) 
assign (segid 3A4 and resid 149 and name N ) 
(segid 3A4 and resid 149 and name N ) 
(segid 3A4 and resid 149 and name O ) 
(segid 3A4 and resid 149 and name O ) 
(segid 3A4 and resid 149 and name O > 
(segid 3A4 and resid 149 and name O ) 
(segid 3A4 and resid 149 and name O ) 
(segid 3A4 and resid 149 and name O ) 
(segid 3A4 and resid 149 and name 
assign (segid 3A4 and resid 149 and name 
assign (segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and tesid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
(segid 3A4 and resid 149 and name 
assign (segid 3A4 and resid 149 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
(segid 3A4 and resid 150 and name 
(segid 3A4 and resid 150 and name 
(segid 3A4 and resid 150 and name 
(segid 3A4 and resid 150 and name 
(segid 3A4 and resid 150 and name 
(segid 3A4 and resid 150 and name 
(segid 3A4 and resid 150 and name C ) 
(segid 3A4 and resid 150 and name C ) 
(segid 3A4 and resid 150 and name C ) 
(segid 3A4 and resid 150 and name C ) 
(segid 3A4 and resid 150 and name C ) 
assign (segid 3A4 and resid 150 and name C ) 
assign (segid 3A4 and resid 150 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



o 
o 
o 
o 
o 
o 
o 
o 

0 

o 

0 
0 
0 

o 
o 
o 
o 

0 

o 
o 
o 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



assign (segid 3A4 and resid 150 and name CA ) 
50 assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
55 assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA J 
60 assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
65 assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and xesld 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
70 assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
75 assign (segid 3A4 and resid 150 and name CA > 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
80 assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 



(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name H ) 
(segid 3A4 and resid 152 and name C ) 
(segid 3A4 and xesid 152 and name CA ) 
(segid 3A4 and lesid 152 and name CB ) 
(segid 3A4 and resid 152 and name N ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 149 and name CB ) 
(segid 3A4 and resid 150 and name C ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 150 and name N ) 
(segid 3A4 and resid 150 and name O ) 
(segid 3A4 and resid 151 and name C ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name N ) 
(segid 3A4 and resid 151 and name O ) 
(segid 3A4 and resid 152 and name C ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name N ) 
(segid 3A4 and resid 152 and name 0 ) 
(segid 3A4 and resid 153 and name C ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 153 and name O ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and resid 150 and name O ) 
I segid 3A4 and resid 151 and name C ) 
(segid 3A4 and resid 151 and name CA J 
(segid 3A4 and resid 151 and name N ) 
(segid 3A4 and resid 151 and name O ) 
(segid 3A4 and resid 152 and name C ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name N ) 
(segid 3A4 and resid 152 and name O ) 
(segid 3A4 and resid 153 and name C ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 153 and name O ) 
(segid 3A4 and resid 154 and name C ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and resid 155 and name N ) 
(segid 3A4 and resid 150 and name C ) 
(segid 3A4 and resid 150 and name 0 ) 
(segid 3A4 and resid 151 and name C ) 



(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name N ) 
(seqid 3A4 and resid 151 and name O ) 
(segid 3A4 and resid 152 and name C ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name K ) 
(segid 3A4 and resid 152 and name O ) 
(segid 3A4 and resid 153 and name C ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 15S and name CB ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 157 and name CA > 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 190 and name CA } 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA ) 



5.97 
4.89 
7.15 
6.42 
5.90 
5.61 
6.64 
3.14 
2.87 
2.79 
2.27 
3.30 
4.02 
4.25 
3.34 
4.97 
3.98 
3.77 
3.63 
3.22 
5.19 
5.23 
4.17 
3.91 
3.22 
6.39 
6.43 
5.13 
1.24 
3.05 
2.44 
1.34 
3.90 
4.68 
4.49 
5.18 
3.29 
5.70 
5.11 
4.84 
4.76 
4.06 
6.30 
6.25 
5.12 
4.31 
6.19 

I. 53 
2.40 
4.45 
3.82 
2.45 
5.34 
5.65 
5.54 
5.93 
4 .44 
6.75 
5.87 
5.40 
4.90 
4.80 
6.16 
5.27 
8.81 
8.95 

10-15 
9.72 
10.68 
9.87 
12.25 

II. 82 
14.33 
14.09 
15.56 
14.96 
16.59 
15.94 
13.74 
13.50 
15.12 
16.46 
16.13 



0.50 
0.50 
0.46 
0.54 
0.58 
0.54 
0.41 
0.16 
0.08 
0.02 
0.01 
0.15 
0.28 
0.26 
0.27 
0.31 
0.30 
0.23 



23 
27 
31 
43 
43 
47 
37 
.43 
.41 
.42 
.01 
.06 
.01 
.01 
.17 
.16 
0.05 
0.18 
0.09 
0.17 
0.47 
0.41 
0.49 
0.29 
0.47 
0.54 
0.51 
0.50 
0.56 
O.02 
0.01 
0.04 
O.02 
0.03 
0.12 
0.14 
0.05 
0.18 
0.06 
0.15 
0.40 
0.36 
0.47 
0.25 
0.45 
0.43 
0.49 
0.54 
0.37 
0.34 
0.41 
0.43 
0.64 
0.76 
0.77 
0.82 
0.57 
0.50 
0.67 
0.68 
2.24 
2.31 
1.59 
1.57 
1.56 



0.51 
0.49 
0.46 
0.53 
0.57 
0.54 
0.41 
0.16 
0.08 
0.01 
0.00 
0.15 
0.29 
0.26 
0.26 
0.30 
0.31 
0.24 
0.23 
0.28 
0.32 
0.44 
0.43 
0.48 
0.37 
0.43 
0.41 
0.42 
0.01 
0.05 
0.01 
0.00 
0.17 
0.15 
0.05 
0.19 
0.09 
0.17 
0.47 
0.40 
0.49 
0.28 
0.47 
0.54 
0.52 
0.50 
0.55 
0.01 
0.01 
0.04 
0.02 
0.02 
0.12 
0.14 
0.05 
0.19 
0.05 
0.14 
0.41 
0.37 
0.47 
0.25 
0.44 
0.43 
0.50 
0.54 
0.38 
0.34 
0.41 
0.42 
0.63 
0.77 
0.78 
0.81 
0.58 
0.51 
0.67 
0.67 
2.25 
2.31 
1.60 
1.57 
1.55 



151 



10 



15 



20 



25 



30 



35 



40 



assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and cesld 150 and name CA J 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign [segid 3A4 and re3id 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid ISO and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA 
assign (segid 3A4 and resid 150 and name CA ) 
assign (segid 3A4 and resid 150 and name CA } 
assign (segid 3A4 and resid 150 and name CA J 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name n 
assign (segid 3A4 and resid 150 and name M 
45 assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
50 assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
55 assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name N 
assign (segid 3A4 and resid 150 and name O 
60 assign (segid 3A4 and resid 150 and name O 
assign (segid 3A4 and resid 150 and name O 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
65 assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name 
assign (segid 3A4 and resid 150 and name O 
assign (segid 3A4 and resid 150 and name 0 
70 assign (segid 3A4 and resid 150 and name 0 
assign (segid 3A4 and resid 150 and name 0 
assign (segid 3A4 and resid 150 and name O 
assign (segid 3A4 and resid 150 and name O 
assign (segid 3A4 and resid 150 and name O 
75 assign (segid 3A4 and resid 151 and name C 
assign (segid 3A4 and resid 151 and name c 
assign (segid 3A4 and resid 151 and name C 
assign (segid 3A4 and resid 151 and name C 
assign (segid 3A4 and resid 151 and name C 
80 assign (segid 3A4 and resid 151 and name C 
assign (segid 3A4 and resid 151 and name C 
assign (segid 3A4 and resid 151 and name C 
assign (segid 3A4 and resid 151 and name c 



(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB > 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 



17.11 
12.99 
12.24 
11.61 
11.64 
14.85 
16.11 
14.96 
15.01 
11.97 
10.67 



(segia j/v* o»u - — - - - 

(segid 3A4 and resid 198 and name CA 13.41 



(segid 3A4 and resid 198 and name CB 
(segid 3A4 and resid 199 and name CA 
(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 200 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB 



13.70 
16.71 
17.40 
16.12 
14.99 
13.89 
18.06 
18.28 



(segia ja« emu • — • e<1 

(segid 3A4 and resid 248 and name CA ) 15.58 



(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA > 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 14.73 
(segid 3A4 and resid 256 and name CA > 12.15 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA > 
(segid 3A4 and resid 259 and name CB ) 



15.23 
14.34 
16.46 
17.92 
15.46 
15.68 
11.88 
11.08 
12.99 
15.96 



13.96 
17.21 
17.94 
16.73 
16.14 



I segia jm«* «*j*v» : 

(segid 3A4 and tesid 260 and name CA 15.11 



lacyxu w— 

(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid ISO and name C ) 
(segid 3A4 and resid 150 and name CA ) 
(segid 3A4 and resid 150 and name O ) 
(segid 3A4 and resid 151 and name C ) 
(segid 3A4 and resid 151 and name CA ) 



(segid 3A4 and resid 151 and name N 
(segid 3A4 and resid 151 and name O 
(segid 3A4 and resid 152 and name C 
(segid 3A4 and resid 152 and name CA 
(segid 3A4 and resid 152 and name CB 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name O 
(segid 3A4 and resid 153 and name C 
(segid 3A4 and resid 153 and name CA 
(segid 3A4 and resid 153 and name CB 
(segid 3A4 and resid 153 and name N 
(segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 151 and name C 
(segid 3A4 and resid 151 and name CA 
(segid 3A4 and resid 151 and name N 
(segid 3A4 and resid 151 and name O 
{segid 3A4 and resid 152 and name C 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name O ) 
(segid 3A4 and resid 153 and name C 
(segid 3A4 and resid 153 and name CA 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N 
(segid 3A4 and resid 154 and name CA ) 



(segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 155 and name N 
(segid 3A4 and resid 151 and name O 
(segid 3A4 and resid 152 and name C 
(segid 3A4 and resid 152 and name CA 
(segid 3A4 and resid 152 and name CB 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and tesid 152 and name O 
(begid 3A4 and resid 153 and name C 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 



13.98 
17.89 
2.48 
1.45 
3.38 
4.90 
4.38 
3.01 
5.96 
5.89 
5.55 
5.59 
4.54 
7.08 
6.65 
5.89 
5.37 
5.11 
6.22 
3.00 
2.77 
2.25 
3.54 
4.30 
4.36 
5.21 
3.35 
5.18 
4.32 
4.27 
4.34 
3.68 
4.21 
3.43 
5.39 
1.24 
3.01 
2.44 
3.70 
1.33 
3.76 
4.58 
4.51 
5.33 



1.76 
1.56 
1.87 
0.88 
0.85 
0.71 
0.81 
0.78 
0.95 
0.77 
0.74 
0.78 
0.64 
0.80 
0.69 
1.28 
1.75 
1.75 
0.48 
0.46 
0.74 
0.79 
0.73 
0.84 
0.83 
0.89 
0.93 
0.88 
0.78 
0.97 
1.10 
1.62 
1.37 
1.04 
1.00 
1.00 
0.79 
0.86 
0.98 
1.06 
1.06 
0.02 
0.01 
0.25 
0.18 
0.18 
0.24 
0.22 
0.23 
0.14 
0.21 
0-15 
0.23 
0.42 
0.40 
0.49 
0.32 
0.43 
0.11 
0.03 
0.02 
0.35 
0.30 
0.17 
0.38 
0.23 
0.35 
0.94 
0.76 
0.85 
0.51 
1.06 
1.01 
0.93 
0.01 
0.08 
0.02 
0.03 
0.01 
0.15 
0.13 
0.11 
0.12 



1.75 
1.56 
1.87 
0.88 
0.86 
0.72 
0.82 
0.78 
0.94 
0.78 
0.75 
0.78 
0.65 
0.80 
0.69 
1.28 
1.76 
1.76 
0*48 
0.47 
0.74 
0.80 
0.73 
0.85 
0.82 
0.89 
0.93 
0.89 
0.78 
0.98 
1.09 
1.62 
1.37 
1.04 
1.00 
0.99 
0.80 
0.85 
0.98 
1.06 
1.06 
0.02 
0.01 
0.26 
0.19 
0.18 
0.24 
0.23 
0.24 
0.15 
0.21 
0.14 
0.24 
0.42 
0.39 
0.48 
0.31 



44 

12 
,02 
,02 
.36 
.30 
0.16 
0.37 
0.23 
0.36 
0.95 
0.77 
0.86 
0.52 
1.05 
1.01 
0.94 
0.00 
0.08 
0.01 
0.02 

o.oi 

0.15 
0.13 
0.10 
0.12 



152 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and res id 151 and name C ) 
(segid 3A4 and res id 151 and name 
(segid 3A4 and res id 151 and name 
< segid 3A4 and res id 151 and name 
(segid 3A4 and resid 151 and name 
(segid 3A4 and res id 151 and name 
(segid 3A4 and resid 151 and name 
(segid 3A4 and resid 151 and name 
(segid 3A4 and resid 151 and name 
(segid 3A4 and resid 151 and name 
(segid 3A4 and resid 151 and name 
(segid 3A4 and resid 151 and name 
(segid 3A4 and resid 151 and name _ 
(segid 3A4 and tesid 151 and name CA 
(segid 3A4 and resid 151 and name CA . 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and .resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA > 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and lesid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and tesid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA > 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and tesid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and iesid 151 end name CA ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA > 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name CA ) 



(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 153 and name O ) 
(segid 3A4 and iesid 154 and name C ) 
(segid 3A4 and resid 154 and name CA ) 



\ «" •— 

(segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 154 and name O 
(segid 3A4 and resid 155 and name C 
(segid 3A4 and resid 155 and name CA 
(segid 3A4 and resid 155 and name CB 
(segid 3A4 and resid 155 and name N 
(segid 3A4 and resid 156 and name CA 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 156 and name N ) 
(segid 3A4 and tesid 151 and name C ) 
(segid 3A4 and resid 151 and name O ) 
(segid 3A4 and resid 152 and name C ) 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB > 
(segid 3A4 and resid 152 and name N ) 
(segid 3A4 and resid 152 and name O ) 
(segid 3A4 and resid 153 and name C ) 
(segid 3A4 and resid 153 and name CA ) 
tsogid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 153 and name O ) 
(segid 3A4 and resid 154 and name C ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and resid 154 and name O ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 155 and name N ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 161 and name CA J 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(&egid 3A4 and resid 190 and name CA ) 
( segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA 



jrti smw ' 

(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CA J 
(segid 3A4 and resid 193 and name CB > 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB } 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
( segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 248 and name CA > 
(segid 3A4 and iesid 248 and name CB > 
(segid 3A4 and resid 24 9 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(sogid 3A4 and resid 252 and name CB > 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA > 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 



3.34 
5.67 
4.93 
4.50 
3.79 
6.14 
6.36 
5.26 
4.92 
4.29 
7.50 
7.48 
6.23 
1.52 
2.39 
4.41 
3.80 
4.83 
2.42 
5.23 
5.55 
5.53 
6.05 
4.46 
6.67 
5.77 
5.09 
4.57 
6.93 
6.41 
6.17 
5-35 
8.86 
8.86 
10.07 
9.64 
10.69 
9.96 
12.39 
12.03 
14.35 
14.04 
15.50 
14.99 
15.70 
15.01 
15.03 
11.76 
11.45 
13.69 
15.06 
14.79 
15.65 
11.65 
10.65 
10.89 
10.89 
14.40 
15.51 
14.50 
14.32 
12.07 
10.75 
14.02 
14.24 
17.12 
17.56 
16.77 
16.29 
15.28 
16.70 
16.38 
14.88 
17.07 
16.70 
17.11 
13.10 
12.20 
13.48 
16.71 
15.97 
13.20 
14.44 



0.08 
0.15 
0.09 
0.14 
0.13 
0.09 
0.26 
0.30 
0.44 
0.20 
0.20 
0.23 
0.22 
0.01 
0.02 
0.07 
0.01 
0.04 
0.01 
0.15 
0.13 
0.11 
0.13 
0.07 
0.14 
0.12 
0.14 
0.13 
0.11 
0-32 
0.46 
0.23 
0.19 
0.21 
0.21 
0.36 
0.32 
0.39 
0.75 
0.90 
0.77 
0.82 
0.59 
0.57 
2.93 
3.05 
3.08 
3.00 
2.97 
2.64 
2.65 
2.63 
2.81 
2.42 
2.59 
1.83 
1.80 
1.82 
2.01 
1.71 
1.86 
1.18 
1.11 
0.96 
1.05 
1.20 
1.37 
1.20 
0.91 
0.81 
0.97 
0.95 
1.46 
1.38 
0.72 
0.54 
0.69 
0.74 
1.24 
1.20 
1.29 
1.24 
1.12 



0.08 
0.15 
0.09 
0.13 
0.13 
0.09 
0.26 
0.30 
0.44 
0.20 
0.21 
0.23 
0.22 
0.01 
0.03 
0.06 
0.01 
0.03 
0.02 
0.14 
0.13 
0.11 
0.13 
0.08 
0.14 
0.11 
0.14 
0.13 
0.11 
0.32 
0.45 
0.23 
0.19 
0.21 
0.21 
0.36 
0.31 
0.38 
0.75 
0.89 
0.77 
0.81 



59 
57 
94 
05 
08 
,99 
.98 
2.65 
2.64 
2.64 
2.81 
2.42 
2.60 
1.82 
1.81 
1.82 
2.01 
1.72 
1.85 
1.18 
1.10 
0.96 
1.05 
1.20 
1.38 
1.20 
0.90 
0.81 
0.96 
0.96 
1.46 
1.38 
0.72 
0.55 
0.69 
0.74 
1.23 
1.20 
1.29 
1.24 
1.13 
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assign (segid 3A4 and resid 151 and name CA ) 
assign segid 3A4 and resid 151 and name CA 
assign (segid 3A4 and resid 151 and name CA 
assign (segid 3A4 and resid 151 and name CA 
assign (segid 3A4 and resid 151 and name CA 1 
assign (segid 3A4 and resid 151 and name CA 
assign segid 3A4 and resid 151 and name CA 

° y r ^ ■ 1*1 nnH name N ) 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 



assign segid 3A4 and resid 151 and name H 
assign (sejid 3A4 and resid 151 and name N 
10 assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
15 assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name H 
assign (segid 3A4 and resid 151 and name N 
20 assign (segid 3A4 and resid 151 and name M 
Issign segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
assign (segid 3A4 and resid 151 and name N 
25 assign (segid 3A4 and resid 151 and name N 
assign segid 3A4 and resid 151 and name O 
assign (segid 3A4 and resid 151 and name O 
assign (segid 3A4 and resid 151 and name O 
assign (segid 3A4 and resid 151 and name O 
30 assign (segid 3A4 and resid 151 and name O 
J assi£ nSxd 3A4 and resid 151 and name O 
assign (segid 3A4 and resid 151 and name O 
assign (segid 3A4 and resid 151 and name O 
assign (segid 3A4 and resid 151 and name O 
35 assign (segid 3A4 and resid 151 and name O 
tssign (segid 3A4 and resid 151 and name 0 
assign (segid 3A4 and resid 151 and name O 
assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
40 assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
45 assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
assign (segid 3A4 and resid 151 and name 
50 assign (segid 3A4 and resid 152 and name 
assign (segid 3A4 and resid 152 and name 
assign (segid 3A4 and resid 152 and name 
assign Isegid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
55 assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
60 assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
65 assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
70 assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name c 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name C 
assign (segid 3A4 and resid 152 and name CA 
75 assign (segid 3A4 and resid 152 and name CA 

. . . j 1t9 anrl nam A CA. 



assign t segia o«» —™ ~~ — - iaeaid 3A4 and resid 152 ana name v» 

assign (segid 3A4 and resid 152 and name CA segid ^ ^ Q 

assign (segid 3A4 and resid 152 and name CA segid ^ ^ ^ ^ 



isegid 3A4 and resid 258 and name CA ) 
{segid 3A4 and resid 258 and name CB > 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 260 and name CA 
segid 3A4 and resid 260 and name CB 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 151 and name C ) 
(segid 3A4 and resid 151 and name CA ) 
(segid 3A4 and resid 151 and name O ) 
(segid 3A4 and resid 152 and name C 
(segid 3A4 and resid 152 and name CA > 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name 0 ) 
(segid 3A4 and resid 153 and name C 
isegid 3A4 and resid 153 and name CA 
{segid 3A4 and resid 153 and name CB 
{segid 3A4 and resid 153 and name N 
(segid 3A4 and resid 153 and name O ) 
(segid 3A4 and resid 154 and name C ) 
{segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and resid 154 and name O ) 
{segid 3A4 and resid 155 and name N ) 
(segid 3A4 and resid 152 and name C 
(segid 3A4 and resid 152 and name CA ) 
(segid 3A4 and resid 152 and name CB 
(segid 3A4 and resid 152 and name M 
{segid 3A4 and resid 152 and name O > 
{segid 3A4 and resid 153 and name C ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 153 and name O 
(segid 3A4 and resid 154 and name C ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and resid 154 and name O ) 
(segid 3A4 and resid 155 and name C ) 
{segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 155 and name N ) 
{segid 3A4 and resid 155 and name O ) 
(segid 3A4 and resid 156 and name C 
(segid 3A4 and resid 156 and name CA ) 
{segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 156 and name N ) 
(segid 3A4 and resid 157 and name N ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name 0 ) 
(segid 3A4 and resid 153 and name C ) 
(segid 3A4 and resid 153 and name CA J 
(segid 3A4 and resid 153 and name CB 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 153 and name O ) 
(segid 3A4 and resid 154 and name C ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and resid 154 and name O 
(segid 3A4 and resid 155 and name C ) 
(segid 3A4 and resid 155 and name CA 
{segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 155 and name N ) 
(segid 3A4 and resid 155 and name O ) 
{segid 3A4 and resid 156 and name C 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and re3id 156 and name N ) 
(segid 3A4 and resid 156 and name O ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 157 and name N ) 
(segid 3A4 and resid 152 and name C ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name O ) 

1 3 . . • i _J i c -a ««<4 noma it ) 



) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 

3 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



17.87 
18.67 
17.80 
17.38 
15.91 
14.67 
18.32 
2.46 
1.45 
3.46 
4.73 
4.25 
4.99 
2.84 
5.74 
5.63 
5.39 
5.55 
4.41 
6.82 
6.43 
5.48 
4.76 
7.59 
6.19 
2.94 
2.78 
4.25 
2.26 
3.30 
4.12 
4.39 
5.44 
3.47 
5.05 
3.89 
3.72 
3, 
5 
5 
4 
3 
3 
6 



1.07 
0.97 
1.12 
1.15 
1.44 
1.45 
1.26 
0.02 
0.01 

o.os 

0.O6 
0.03 
0.07 
0.04 
0.10 
0.09 
0.10 
0.14 



27 
07 
27 
.09 
.85 
.16 
.39 
7.50 
6.65 
6.83 
5.30 
7.15 
2.51 
1.24 
3.06 
2.44 
3.72 



80 



assign isegia jai «w - — 

assign (segid 3A4 and resid 152 and name CA ) 

assign (segid 3A4 and resid 152 and name CA 

assign (segid 3A4 and resid 152 and name CA ) 

assign (segid 3A4 and resid 152 and name CA ) 

assign (segid 3A4 and resid 152 and name CA ) 

assign (segid 3A4 and resid 152 and name CA ) 



(segia *— : 

(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and rosid 153 and name N ) 
(segid 3A4 and tesid 153 and name O ) 
(segid 3A4 and resid 154 and name C ) 
(segid 3A4 and resid 154 and name CA ) 



1.07 
0.97 
1.11 
1.15 
1.45 
1.46 
1.25 
0.03 
0.01 
0.04 
0.06 
0.04 
0.08 
0.04 
O.ll 
0.09 
O.10 
0.14 
0.09 
0.09 
0.10 
0.08 
0.08 
0.07 
0.22 
0.11 
0.02 
0.03 
0.01 
0.21 
0.22 
0.17 
0.18 
0.13 
0.24 
0.13 
0.22 
0.23 
0.14 
0.27 
0.30 
0.44 
0.20 
0.28 
0.21 
0.24 
0.27 
0.24 
0.24 
0.04 
0.01 
0.04 
0.01 
0.01 
0.00 
0.08 
0.08 
0.13 
0.14 
0.08 
0.16 
0.15 
0.27 
0.07 
0.16 
0.13 
0.17 
0.21 
0.16 
0.13 
0.14 
0.22 
0.12 
0.02 
0.01 
0.01 
0.03 
0.00 
0.03 
0.01 
0.08 
0.11 
0.12 



1.33 
3.96 
4.59 
4.45 
3.25 
5.68 
5.02 
4.62 
4.40 
3.85 
6.24 
6.35 
5.26 
4.83 
4.32 
7.52 
7.43 
7.41 
6.18 
1.53 
1.52 
2.39 
4.46 
3.81 
4.87 
2.44 
5.42 
5.59 
5.45 



08 
09 
.10 
.08 
.08 
.08 
0.23 
0.12 
0.02 
0.03 
0.01 
0.22 
0.22 
0.18 
0.19 
0.13 
0.25 
0.14 
0.23 
0.23 
0.13 
0.28 
0.31 
0.43 
0.20 
0.29 
0.22 
0.23 
0.27 
0.23 
0.23 
0.04 
0.00 
0.04 
0.01 
0.02 
0.00 
0.01 
0.07 
0.13 
0.15 
0.09 
0.17 
0.15 
0.27 
0.08 
0.16 
0.13 
0.16 
0.21 
0.16 
0.13 
0.13 
0.23 
0.12 
0.01 
0.01 
0.02 
0.02 
0.01 
0.02 
0.00 
0.08 
0.12 
0.11 



154 



assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA } 
assign (segid 3A4 and resid 152 and name CA ) 
5 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA J 
assign (segid 3A4 and resid 152 and name CA > 
10 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
15 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign Isegid 3A4 and resid 152 and name CA ) 
20 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA > 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
25 assign (segid 3A4 and resid 152 and name CA } 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
30 assign (segid 3A4 and resid 152 and name CA 
assign (segid 3A4 and resid 152 and name CA ] 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA J 
assign (segid 3A4 and resid 152 and name CA 
35 assign (segid 3A4 and resid 152 and name CA 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
40 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA > 
assign (segid 3A4 and resid 152 and name CA ) 
45 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
50 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA } 
assign (segid 3A4 and resid 152 and name CA > 
assign (segid 3A4 and resid 152 and name CA ) 
55 assign (segid 3A4 and resid 152 and name CA > 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
60 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
65 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and tesid 152 and name CA ) 
70 assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
assign (segid 3A4 and resid 152 and name CA ) 
75 assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and re3id 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
80 assign ( segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 



(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and tesid 154 and name O ) 
(segid 3A4 and resid 155 and name C ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 155 and name N ) 
(segid 3A4 and resid 155 and name 0 ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 156 and name N ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 157 and name N ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB > 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA > 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB > 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA > 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and iesid 254 and name CA > 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 153 and name C ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB ) 
(segid 3A4 and resid 153 and name N ) 
(segid 3A4 and resid 153 and name 0 ) 
(segid 3A4 and resid 154 and name C ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name N ) 
(segid 3A4 and resid 155 and name C ) 



4.36 
6.74 
6.00 
5.35 
4.75 
4.70 
7.20 
6.50 
6.14 
5.48 
8.86 
8.85 
7.59 
10.17 
9.78 
10.94 
10.26 
12.58 
12.15 
14.45 
14.19 
14.01 
15.07 
15.23 
13.20 
13.38 
9.94 
9.76 
11.46 
12.83 
12.55 
13.50 
9.46 
8.61 
8.41 
8.43 
11.93 
13.06 
12.17 
12.05 
9.87 
8.51 
11.81 
11.95 
14.88 
15.26 
14.88 
14.61 
13.59 
17.36 
17.44 
18.67 
18.32 
17.17 
16.27 
16.23 
14.68 
14.34 
12.62 
15.05 
15.08 
15.54 
11.53 
10.44 
11.82 
15.36 
15.06 
12.67 
13.91 
17.40 
17.80 
17.39 
16.28 
IS. 00 
5.45 
4.45 
5.27 
3.11 
6.38 
6.98 
6.79 
5.57 
7.15 



12 
13 
.24 
,25 
.38 
.15 
0.24 
0.21 
0.24 
0.22 
0.17 
0.24 
0.16 
0.25 
0.25 
0.58 
0.63 
0.90 
1.05 
0.88 
0.91 
1.70 
1.81 
1.55 
1.25 
1.23 
1.39 
1.51 
1.62 
1.70 
1.26 
1.27 
1.03 
1.04 
1-19 
1.33 
1.20 
1.27 
1.04 
1.04 
1.16 
1.23 
1.09 
1.16 



0.12 
0.13 
0.25 
0.24 
0.38 
0.16 
0.25 
0.21 
0.24 
0.22 
0.16 
0.24 
0.16 
0.25 
0.26 
0.58 
0.63 
0.89 
1.04 
0.89 
0.90 
1.70 
1.81 
1.55 
1.26 
1.22 
1.39 
1.50 
1-61 
1.69 
1.27 



28 
03 
05 
.19 
.34 
.20 
.27 
.04 
1.05 
1.16 



02 
01 
.21 
.06 
.98 
.93 
0.96 
0.60 
0.82 
0.81 
1.77 
1.84 
1.77 
1.71 
2-03 
2.09 
1.64 
1.57 
1.55 
1.59 
1.95 
1.89 
1.62 
1.38 
1.27 
1.30 
0.84 
0.83 
0.76 
0.83 
0.07 
0.07 
0.08 
0.08 
0.09 
0.10 
0.13 
0.13 
0.23 



23 
08 
.16 
.03 
.01 
.21 
.06 
0.98 
0.94 
0.97 
0.59 
0.82 
0.81 
1.78 
1.85 
1.76 
1.72 
2.02 
2.09 
1.65 
1.56 
1.54 
1.59 
1.96 
1.88 
1.62 
1.38 
1.28 
1.30 
0.83 
0.83 
0.75 
0.83 
0.07 
0.07 
0.07 
0.09 
0.09 
0.10 
0.12 
0.12 
0.22 



155 



10 



15 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



20 



25 



30 



35 



40 



45 



55 



60 



(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB 1 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB 
assign (segid 3A4 and resid 152 and name CB 
assign (segid 3A4 and resid 152 and name CB 
assign (segid 3A4 and resid 152 and name CB 
assign (segid 3A4 and rosid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB > 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
d3aiyil (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
50 assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



6.67 
5.99 
6.U 
7.27 
6.66 
6.47 
9.83 
9.85 
11.44 
11.14 
11.97 
11.19 
13.39 
12.87 
15.48 
15.25 
14.69 
15.78 
15.65 
13.51 
13.71 
10.40 
10.39 
11.13 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 155 and name CA > 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 155 and name N ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 156 and name N ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB > 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA ) 
(3egid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 13.13 
(segid 3A4 and resid 192 and name CA ) 12.51 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CA > 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(Begid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CB > 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and re3id 221 and name CB ) 
(segid 3A4 and resid 245 and name CA > 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 



(segid 3A4 and resid 152 and name « ™ — 2 ^ ^ name m , 

(segid 3A4 and resid 152 and name CB ) (segia mvi anu 

seaid 3A4 and resid 152 and name CB ) (segid 3A4 and resid 250 and name Cft 

S3 h s sss as a = s i ass - a =s s s = 1 • 



65 



70 



— " - . 

(segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
assign (segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 
(segid 3A4 and resid 152 and name CB ) 



75' 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 254 and name CA 
(segid 3A4 and resid 255 and name CA 



V^ey-i-vj -*«-*-• — — — — 

(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name N 
(segid 3A4 and resid 152 and name H 
(segid 3A4 and cesid 152 and name N 
and resid 152 and name N 
and resid 152 and name N 
and resid 152 and name N 
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and resid 195 and name CB ) 
and resid 196 and name CA ) 
and resid 196 and name CB > 
and re3id 197 and name CA ) 
and resid 197 and name CB ) 
and resid 198 and name CA ) 
and resid 198 and name CB > 
and resid 199 and name CA ) 
and resid 199 and name CB ) 
and resid 201 and name CA ) 
and resid 201 and name CB ) 
and resid 245 and name CA ) 
and resid 245 and name CB ) 
and resid 246 and name CA ) 
and resid 246 and name CB ) 
and resid 247 and name CA ) 
and resid 247 and name CB ) 
and resid 248 and name CA ) 
and resid 248 and name CB ) 
and resid 249 and name CA ) 
and resid 250 and name CA ) 
and resid 250 and name CB ) 
and resid 251 and name CA ) 
and resid 251 and name CB ) 
and resid 252 and name CA ) 
and resid 252 and name CB ) 
and resid 253 and name CA ) 
and resid 254 and name CA ) 
and resid 255 and name CA ) 
and resid 256 and name CA ) 
and resid 257 and name CA ) 
and resid 258 and name CA ) 
and resid 258 and name CB ) 
and resid 259 and name CA > 
and resid 259 and name CB ) 
and resid 260 and name CA ) 
and resid 260 and name CB ) 



and resid 261 and name CA 
and resid 263 and name CA 
and resid 263 and name CB 
and resid 154 and name C 
and resid 154 and name CA 
and resid 154 and name N 
and resid 154 and name O 
and resid 155 and name C 



and resid 155 and name CA ) 



and resid 155 and name CB 
and resid 155 and name N 
and resid 156 and name C 
and resid 156 and name CA 
and resid 156 and name CB 
and resid 156 and name N 
and resid 157 and name CA ) 
and resid 157 and name CB ) 
and resid 157 and name N ) 
and resid 158 and name CA ) 
and resid 158 and name CB ) 
and resid 159 and name CA ) 
and resid 159 and name CB ) 
and resid 160 and name CA ) 
and resid 160 and name CB ) 
and resid 161 and name CA ) 
and resid 161 and name CB ) 
and resid 187 and name CA ) 
and resid 187 and name CB ) 
and resid 18B and name CA > 
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assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB 
assign (segid 3A4 and resxd 153 and name CB > 
assign (segid 3A4 and resid 153 and name CB ) 
5 assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB 
assign (segid 3A4 and resid 153 and name CB 1 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resxd 153 and name CB ) 
10 assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
15 assign (segid 3A4 and resid 153 and name CB > 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
20 assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB J 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB 
25 assxgn (segid 3A4 and resxd 153 and name CB 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resxd 153 and name CB ) 
assxgn (segid 3A4 and resid 153 and name CB ) 
assxgn (segid 3A4 and resid 153 and name CB ) 
30 assxgn (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB 1 
assxgn (segid 3A4 and resid 153 and name CB ) 
assxgn (segid 3A4 and resid 153 and name CB ) 
35 assxgn (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resid 153 and name CB ) 
assxgn (segid 3A4 and resid 153 and name CB ) 
assxgn (segid 3A4 and resxd 153 and name CB ) 
40 assxgn (segid 3A4 and resid 153 and name CB ) 
assxgn (segid 3A4 and resxd 153 and name CB ) 
assxgn (segxd 3A4 and resxd 153 and name CB ) 
assxgn (segid 3A4 and resxd 153 and name CB ) 
assxgn (segid 3A4 and resxd 153 and name CB > 
45 assxgn (segid 3A4 and resxd 153 and name CB ) 
assxgn (segid 3A4 and resxd 153 and name CB ) 
assxgn (segid 3A4 and resxd 153 and name CB ) 
assxgn (segxd 3A4 and resxd 153 and name CB ) 
assign (segxd 3A4 and resxd 153 and name CB ) 
50 assign (segxd 3A4 and resid 153 and name CB ) 
assign (segid 3A4 and resxd 153 and name CB ) 
assign (segxd 3A4 and resxd 153 and name CB ) 
assxgn (segxd 3A4 and resxd 153 and name CB ) 
assign (segxd 3A4 and resxd 153 and name CB ) 



(segxd 3A4 and resxd 189 and name CA 
(segxd 3A4 and resid IB 9 and name CB 
(segxd 3A4 and resid 190 and name CA 
(segxd 3A4 and resid 190 and name CB 
(segxd 3A4 and resxd 191 and name CA 
(segid 3A4 and resxd 191 and name CB 
(segxd 3A4 and resxd 192 and name CA 
(segxd 3A4 and resxd 192 and name CB 
(segxd 3A4 and resxd 193 and name CA ) 
(segid 3A4 and resxd 193 and name CB ) 
(segid 3A4 and resxd 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
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55 assign (segxd 3A4 and resxd 153 and name N 
assign (segxd 3A4 and resxd 153 and name N 
assign (segxd 3A4 and resxd 153 and name N 
aasign (segxd 3A4 and resxd 153 and name N 
assign (segid 3A4 and resid 153 and name M 
60 assign (segxd 3A4 and resxd 153 and name N 
assign (segxd 3A4 and resid 153 and name N 
assign (segid 3A4 and resid 153 and name N 
assxgn (segid 3A4 and resxd 153 and name N 
assign (segxd 3A4 and resxd 153 and name N 
65 assxgn (segid 3A4 and resid 153 and name N 
assign (segid 3A4 and resid 153 and name N 
assxgn (segid 3A4 and resxd 153 and name N 
assxgn (segxd 3A4 and resid 153 and name N 
assxgn I segid 3A4 and resid 153 and name H 
70 assign (segid 3A4 and resid 153 and name N 
assxgn (segxd 3A4 and resid 153 and name N 
assxgn (segxd 3A4 and resxd 153 and name N 
assxgn (segid 3A4 and resxd 153 and name H 
assign (segid 3A4 and resid 153 and name N 
75 assign (segid 3A4 and resxd 153 and name N 
assxgn (segid 3A4 and resid 153 and name O 
assign (segxd 3A4 and resid 153 and name O 
assign (segid 3A4 and resid 153 and name O 
assign (segid 3A4 and resid 153 and name O 
80 assign (segid 3A4 and resid 153 and name O 
assign (segid 3A4 and resxd 153 and name O 
assign (segid 3A4 and resid 153 and name O 
assign (segid 3A4 and resid 153 and name O 
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(segid 3A4 and resxd 195 and name CA 
(segid 3A4 and resxd 195 and name CB 
(segxd 3A4 and resxd 196 and name CA 
(segxd 3A4 and resxd 196 and name CB 
(segxd 3A4 and resxd 197 and name CA 
(segxd 3A4 and resxd 197 and name CB 
(segxd 3A4 and resxd 198 and name CA ) 
(segxd 3A4 and resxd 198 and name CB ) 
(segxd 3A4 and resid 199 and name CA ) 
(segxd 3A4 and resxd 199 and name CB ) 
(segxd 3A4 and resxd 201 and name CB ) 
(segxd 3A4 and resxd 245 and name CA ) 
(segid 3A4 and resxd 245 and name CB ) 
(segxd 3A4 and resid 246 and name CA ) 
(segxd 3A4 and resid 246 and name CB > 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resxd 247 and name CB ) 
(segid 3A4 and resxd 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segxd 3A4 and resxd 249 and name CA ) 
(segid 3A4 and resxd 250 and name CA ) 
(segid 3A4 and resxd 250 and name CB > 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segxd 3A4 and resxd 252 and name CA ) 
(segid 3A4 and resxd 252 and name CB ) 
(segid 3A4 and resxd 253 and name CA ) 
{segid 3A4 and resxd 254 and name CA ) 
(segid 3A4 and resxd 255 and name CA ) 
(segxd 3A4 and resxd 256 and name CA ) 
(segxd 3A4 and resid 257 and name CA > 
(segxd 3A4 and resxd 258 and name CA > 
(segxd 3A4 and resid 258 and name CB ) 
(segid 3A4 and resxd 259 and name CA ) 
(segid 3A4 and resxd 259 and name CB ) 
(segid 3A4 and resxd 260 and name CA ) 
(segid 3A4 and resxd 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resxd 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 153 and name C ) 
(segid 3A4 and resid 153 and name CA ) 
(segid 3A4 and resid 153 and name CB 
(segid 3A4 and resid 153 and name O ) 
(segid 3A4 and resxd 154 and name C ) 
(segxd 3A4 and resid 154 and name CA > 
(segxd 3A4 and resid 154 and name N > 
(segid 3A4 and resid 154 and name O ) 
(segid 3A4 and resid 155 and name C ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resxd 155 and name CB ) 
(segid 3A4 and resxd 155 and name N 
(segxd 3A4 and resid 155 and name O ) 
(segxd 3A4 and resxd 156 and name C ) 
(segxd 3A4 and lesid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB 
(segid 3A4 and resid 156 and name N ) 
(segxd 3A4 and resxd 156 and name O J 
(segxd 3A4 and resxd 157 and name CA 
(segxd 3A4 and resxd 157 and name CB J 
(segid 3A4 and resid 157 and name N 
(segid 3A4 and resxd 153 and name CB J 
(segid 3A4 and resxd 154 and name C J 
(segxd 3A4 and resid 154 and name CA 
(segid 3A4 and resid 154 and name M 
(segid 3A4 and resid 154 and name O 
(segid 3A4 and resid 155 and name C 
segid 3A4 and resid 155 and name CA 
segid 3A4 and resid 155 and name CB ) 
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2.47 
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3.54 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
1 5 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
t segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 153 
and res id 153 
and res id 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 153 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resad 154 
and resid 154 
and zesid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and tesid 154 
and resid 1S4 
and resid 154 
and xesid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 
and resid 154 



and name O ) 
and name O ) 
and name O ) 
and name O ) 
and name O ) 
and name O ) 
and name O ) 
and name O ) 
and name O > 
and name O ) 
and name O ) 
and name O ) 
and name o ) 
and name O ) 
and name O ) 
and name O ) 
and name O ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 



(segid 3A4 and resid 155 and name N 
(segid 3A4 and resid 155 and name O 
(segid 3A4 and resid 156 and name C 
{ segid 3A4 and resid 156 and name CA 



(segid 3A4 and resid 156 and name CB ) 
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(segid 3A4 and resid 156 and name N 
(segid 3A4 and resid 156 and name O ) 
(segid 3A4 and resid 157 and name C ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 157 and name H ) 
(segid 3A4 and resid 157 and name 0 ) 
(segid 3A4 and resid 158 and name C ) 
(segid 3A4 and resid 158 and name CA ) 
(t>egid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 158 and name N ) 
(segid 3A4 and resid 159 and name N 1 
(segid 3A4 and resid 154 and name O ) 
(segid 3A4 and resid 155 and name C ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
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10.85 
10.44 
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0.08 
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0.48 
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2.33 
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2.01 
2.26 
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assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and lesid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
5 assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
10 assign (segid 3A4 and resid 154 and name CA 
assign I segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
15 assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
20 assign (segid 3A4 and resid 151 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
25 assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
30 assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
35 assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name CA 
assign (segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 154 and name N 
agj}iy „ (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name H 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 154 and name N 
(segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name N 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name 0 
assign (segid 3A4 and resid 154 and name 
assign (segid 3A4 and resid 154 and name 
70 assign (segid 3A4 and resid 154 and name 
assign (segid 3A4 and resid 154 and name 
assign (segid 3A4 and resid 154 and name 
assign (segid 3A4 and resid 154 and name 
assign (segid 3A4 and resid 154 and name 
75 assign (segid 3A4 and resid 154 and name 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
80 assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 154 and name O 
assign Isegid 3A4 and resid 154 and name 0 
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13.98 
14.86 
15.1*7 
15.17 
13.25 
11.83 
14.49 
14.24 



17.83 
17.97 
17.54 
18.67 



15.56 
13.01 
14.45 
15.88 
14.50 
15.27 
10.93 
10.29 
10.20 
13.33 



10.65 
14.20 
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(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA > 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA 17.81 
(segid 3A4 and resid 199 and name CB ) 18.19 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB J 
(segid 3A4 and resid 247 and name CA ) 18.07 
(segid 3A4 and resid 248 and name CA ) 15.49 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA J 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA 13.18 
(segid 3A4 and resid 256 and name CA ) 10.25 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA > 
(segid 3A4 and resid 259 and name CB ) 14.73 
(segid 3A4 and resid 260 and name CA ) 13.04 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 154 and name C ) 
(segid 3A4 and resid 154 and name CA ) 
(segid 3A4 and resid 154 and name O ) 
(segid 3A4 and resid 155 and name C ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 155 and name N ) 
(segid 3A4 and resid 155 and name O ) 
(segid 3A4 and resid 156 and name C ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 156 and name N > 
(segid 3A4 and resid 156 and name O ) 
(segid 3A4 and resid 157 and name C ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 157 and name N > 
(segid 3A4 and resid 157 and name O ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 158 and name N > 
(segid 3A4 and resid 155 and name C ) 
(segid 3A4 and resid 155 and name CA > 
(segid 3A4 and resid 155 and name CB ) 
(segid 3A4 and resid 155 and name N ) 
(segid 3A4 and resid 155 and name O ) 
(segid 3A4 and resid 156 and name C ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and resid 156 and name CB ) 
(segid 3A4 and resid 156 and name N ) 
(segid 3A4 and resid 156 and name O ) 
(segid 3A4 and resid 157 and name C ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB J 
(segid 3A4 and resid 157 and name N 
(segid 3A4 and resid 157 and name O ) 
(segid 3A4 and resid 158 and name C ) 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 158 and name N ) 
(segid 3A4 and resid 158 and name O ) 
(segid 3A4 and resid 159 and name C ) 
segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 



11.70 
14.89 
16.47 
17.20 
16.87 
2.43 
1.46 
3.47 
4.68 
4.18 
4.94 
2.78 
5.72 
5.70 
5.34 
5.36 
4.33 
6.91 
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5.68 
5.17 
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7.67 
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4.25 
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4.29 
4.52 
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3.56 
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3.97 
3.98 
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3.53 
5.13 
4.95 
3.84 
3.51 
3.07 
6.07 
7.19 
6.29 
6.56 



0.54 
0.56 
0.80 
0.93 
1.11 
1.25 
0.95 
0.81 
0.69 
0.52 
0.55 
0.57 
0.46 
0.57 
0.58 
0.92 
1.03 
0.56 
0.71 
0.70 
1.11 
1.17 
1.23 
1.13 
0.97 
1.12 
1.67 
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1.41 
1.31 
1.71 
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1.96 
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1.54 
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0.01 
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0.06 
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0.11 
0.14 
0.40 
0.21 
0.24 
0.16 
0.36 
0.57 
0.57 
0.61 
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1.26 
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0.70 
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1.10 
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1.67 
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1.84 
1.91 
1.96 
1.43 
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0.01 
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0.07 
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0.15 
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assign (segid 3A4 and resid X54 and name O 
assign (segid 3A4 and resid 154 and name O 
assign (segid 3A4 and resid 155 and name C 
assign (segid 3A4 and resid 155 and name C 
assign (segid 3A4 and resid 155 and name C 
assign (segid 3A4 and resid 155 and name C 
assign (segid 3A4 and resid 155 and name 
assign (segid 3A4 and resid 155 and name 
assign (segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and re3id 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and res id 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
daoiyti (segid 3A4 and resid 155 and name 
assign (segid 3A4 and resid 155 and name 
assign (segid 3A4 and resid 155 and name 
Oegid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name 
(segid 3A4 and resid 155 and name CA 
(segid 3A4 and resid 155 and name CA 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
( segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA > 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and reoid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
' (segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
"""" J (segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
assign tsegid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and resid 155 and name CA ) 
(segid 3A4 and res id 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 



(segid 3A4 and resid 159 and name N 
(segid 3A4 and resid 160 and name N 
(segid 3A4 and resid 155 and name CB 
tsegid 3A4 and resid 155 and name O 
(segid 3A4 and resid 156 and name C 
(segid 3A4 and resid 156 and name CA 
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(segid 3A4 and resid 156 and name CB ) 
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(segid 3A4 and resid 156 and name N 
(segid 3A4 and resid 156 and name O 
(segid 3A4 and resid 1ST and name C 
(segid 3A4 and resid 157 and name CA 
(segid 3A4 and resid 157 and name CB 
(segid 3A4 and resid 157 and name N 
(segid 3A4 and resid 157 and name O 
(segid 3A4 and resid 158 and name C 
(segid 3A4 and resid 158 and name CA 
(segid 3A4 and resid 158 and name CB 
(segid 3A4 and resid 158 and name N 
(segid 3A4 and resid 158 and name 0 
(segid 3A4 and resid 159 and name C 
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(segid 3A4 and resid 159 and name CB 
(segid 3A4 and resid 159 and name N 
(segid 3A4 and resid 159 and name O 
(segid 3A4 and resid 160 and name CA 
(segid 3A4 and resid 160 and name CB 
(segid 3A4 and resid 160 and name N 
(segid 3A4 and resid 155 and name C 
(segid 3A4 and resid 155 and name CB 
(segid 3A4 and resid 155 and name O 
(segid 3A4 and resid 156 and name C 



(segid 3A4 and resid 156 and name CA ) 



(segid 3A4 and resid 156 and name CB 
(segid 3A4 and resid 156 and name N 
(segid 3A4 and resid 156 and name O 
I segid 3A4 and resid 157 and name C 
(segid 3A4 and resid 157 and name CA 
(segid 3A4 and resid 157 and name CB 
(segid 3A4 and resid 157 and name N 
(segid 3A4 and resid 157 and name O 
(segid 3A4 and resid 158 and name C 
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(segid 3A4 and resid 158 and name cb 
(segid 3A4 and resid 158 and name N 
(segid 3A4 and resid 158 and name O 
(segid 3A4 and resid 159 and name C 
(segid 3A4 and resid 159 and name CA 
(segid 3A4 and resid 159 and name CB 
(segid 3A4 and resid 159 and name N 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 160 and name N ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB > 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB > 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
( segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(3egid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA > 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and Lesid 199 and name CB ) 
(segid 3A4 and rosid 200 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 



4.94 
6.93 
2.52 
1.23 
3.03 
2.44 
3.71 
1.33 
3.83 
4.60 
4.49 
5.28 

3.31 

5.66 

4.96 

4.65 

4.52 

3.90 

6.14 

6.08 

5-09 

4.74 

4.21 

7.23 

7.15 

7.17 

5.90 

1.53 

I. 54 
2.40 
4.44 
3.82 
4.85 
2.44 
b.31 
5.57 
5.52 
5.99 
4.45 
6.69 
5.76 
5.24 
4.70 
4.66 
6.92 
7.26 
6.13 
5.80 
5.18 
8.49 
8.54 
7.19 
9.90 
9.72 

10.40 

II. 22 
12.69 
11.48 
11.56 

8.04 
7.13 
9.99 
11.00 
12.30 
13.12 
10.31 
9.28 
9.52 
8.90 
13.02 
13.70 
14.28 
14.12 
13.03 
11.71 
14.55 
14.23 
17.53 
17.66 
18.41 
17.28 
16.04 
16.09 



0.53 
0.50 
0.01 
0.00 
0.07 
0.02 
0.04 
0.00 
0.07 
0.13 
0.14 
0.25 
0.13 
0.12 
0.14 
0.18 
0.36 
0.16 
0.16 
0.51 
0.30 
0.29 
0.21 
0.49 
0.77 
0.92 
0.69 
0.00 
0.01 
0.02 
0.05 
0.02 
0.06 
0.02 
0-06 
0.10 
0.14 
0.29 
0.11 
0.10 
0.21 
0.13 
0.29 
0.12 
0.23 
0.65 
0.50 
0.61 
0.36 
0.84 
0.94 
0-78 
0-59 
0.52 
2.12 
2.29 
1.99 
1.69 
1.75 
1.60 
1.65 
1.66 
1.82 
1.50 
1.59 
1.21 
1.26 
1.01 
1.00 
1.12 
1.27 
1.03 
1.07 
1.04 
1.17 
0.85 
0.84 
0.88 
0.95 
1.04 
0.89 
1.30 
1.38 



0.53 
0.51 
0.01 
0.00 
0.06 
0.03 
0.03 
0.01 
0.06 
0.12 
0.15 
0.24 
0.13 
0.11 
0.13 
0.18 
0.35 
0.16 
0.16 
0.51 
0.29 
0.29 
0.20 
0.50 
0.78 
0.91 
0.68 
0.01 
0.00 
0.02 
0.05 
0-03 
0.06 
0.01 
0.06 
0.10 
0.14 
0.30 
0.11 
0-09 
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.12 
.23 
.66 
0-50 
0.61 
0.36 
0.83 
0.95 
0.78 
0.60 
0.52 
2.13 
2.29 
1.98 
1.69 
1.76 
1.60 
1.65 
1.66 
1.81 
1.50 
1.60 
1.22 
1.25 
1.01 
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1.11 
1.26 
1.03 
1.07 
1.04 
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0.86 
0.84 
0.89 
0.94 
1.04 
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1.30 
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assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and res id 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
5 assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and rosid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
10 assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA J 
assign (segid 3A4 and resid 155 and name CA > 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
15 assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CA ) 
20 assign (segid 3A4 and resid 155 and name CA ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
25 assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
30 assign (segid 3A4 and resid 155 and name CB J 
assign (segid 3A4 and resid 155 and name CB 1 
assign (segid 3A4 end resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
35 assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB 
assign {segid 3A4 and resid 155 and name CB | 
assign (segid 3A4 and resid 155 and name CB > 
assign (segid 3A4 and resid 155 and name CB ) 
40 assign (segid 3A4 and resid 155 and name CB 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
45 assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
50 assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
55 assign (segid 3A4 and resid 155 and name CB i 



13.12 
14.70 



16.39 
12.19 
11.41 
10.91 



12.14 
12.05 
15.55 
16.29 
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assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB 1 



assign (segid 3A4 and resid 155 and name CB ) 
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assign (segid 3A4 and resid 155 and name CB 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB > 
assign (segid 3A4 and resid 155 and name CB > 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB J 
assign (segid 3A4 and resid 155 and name CB } 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 15S and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 
assign (segid 3A4 and resid 155 and name CB ) 



(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 16.05 
(segid 3A4 and resid 251 and name CA ) 15.51 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 14 .23 
(segid 3A4 and resid 255 and name CA ) 14.73 
(segid 3A4 and resid 256 and name CA ) 10 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 

(segid 3A4 and resid 258 and name CB ) 

(segid 3A4 and resid 259 and name CA ) 16.75 
(segid 3A4 and resid 259 and name CB ) 16.73 
(segid 3A4 and resid 260 and name CA ) 14.97 
(segid 3A4 and resid 260 and name CB ) 13.61 
(segid 3A4 and resid 261 and name CA ) 16.36 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 156 and name C ) 
(segid 3A4 and resid 156 and name CA ) 
(segid 3A4 and tesid 156 and name CB ) 
(segid 3A4 and resid 156 and name N ) 
(segid 3A4 and resid 156 and name O ) 
(segid 3A4 and tesid 157 and name C ) 
(segid 3A4 and resid 157 and name CA ) 
(segid 3A4 and resid 157 and name CB ) 
(segid 3A4 and resid 157 and name N > 
(segid 3A4 and resid 158 and name C > 
(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 158 and name CB ) 
(segid 3A4 and resid 158 and name N ) 
(segid 3A4 and resid 159 and name CA > 
(segid 3A4 and re9id 159 and name CB ) 
(segid 3A4 and resid 159 and name N ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 11.01 
(segid 3A4 and resid 187 and name CA ) 10.65 
(segid 3A4 and resid 187 and name CB ) 11.56 
(segid 3A4 and resid 188 and name CA ) 1 ? " 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB > 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 10.95 
(segid 3A4 and resid 192 and name CA ) 11.91 
(segid 3A4 and resid 192 and name CB ) 12.71 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 12.67 
(segid 3A4 and resid 195 and name CB ) 13.38 
(segid 3A4 and resid 196 and name CA ) 13.70 
(segid 3A4 and resid 196 and name CB ) 13.47 
(segid 3A4 and resid 197 and name CA ) 12.4 9 
(segid 3A4 and resid 197 and name CB > 11.21 
(segid 3A4 and resid 198 and name CA ) 14.23 
(segid 3A4 and resid 198 and name CB ) 13.99 
(segid 3A4 and resid 199 and name CA ) 17.09 
(segid 3A4 and resid 199 and name CB ) 17. IB 
(segid 3A4 and resid 200 and name CA ) 17.85 
(segid 3A4 and resid 201 and name CA ) 17-96 
(segid 3A4 and resid 201 and name CB ) 16.95 
(segid 3A4 and resid 248 and name CA ) 16.23 
(segid 3A4 and resid 248 and name CB ) 16.18 
(segid 3A4 and resid 249 and name CA ) 13.38 
(segid 3A4 and resid 250 and name CA ) 15.22 
(segid 3A4 and resid 251 and name CA ) 16.07 
segid 3A4 and resid 251 and name CB ) 16.87 
(segid 3A4 and resid 252 and name CA J 12.75 
(segid 3A4 and resid 252 and name CB ) 11.87 
(segid 3A4 and resid 253 and name CA ) 11.70 
(segid 3A4 and resid 254 and name CA ) 15.12 
(segid 3A4 and resid 255 and name CA ) 15.56 
(segid 3A4 and resid 256 and name CA ) 13.07 
segid 3A4 and resid 257 and name CA ) 13.18 
(segid 3A4 and resid 258 and name CA ) 16.66 
(segid 3A4 and resid 258 and name CB ) 17.36 



17.29 
5.44 
4.47 
5.32 
3.14 
6.27 
6.98 
6.87 
7.40 
5.67 
6.95 
6.61 
5.98 
6.10 
6.96 
6.36 
6.23 
9.44 
9.50 
11.12 



12.64 
11.18 
11.25 
7.86 
7.15 
9.86 



9.73 
8.68 
9.17 
8.70 



1.42 
1.30 
1.37 
0.83 
0.86 
0.78 
0.89 
0.86 
0.82 
0.72 
1.14 
1.07 
0.84 
0.62 
1.09 
1.15 
1.67 
1.79 
1.36 
1.73 
0.09 
0.07 
0.12 
0.09 
0.09 
0.11 
0.15 
0.28 
0.14 
0.16 
0.18 
0.37 
0.14 
0.44 
0.56 
0.28 
0.96 
1.17 
0.66 
0.59 
2.16 
2.31 
2.17 
1.76 
1.69 
1.79 
1.78 
2.22 
2.37 
1.96 
1.99 
1.56 
1.50 
1.61 
1.68 
1.78 
1.94 
1.49 
1.45 
1.31 
1.35 
1.37 
1.48 
1.49 
1.57 
1.37 
1.01 
0.92 
1.97 
2.00 
2.13 
2.01 
1.46 
1.46 
1.22 
1.35 
1.38 
1.33 
0.89 
0.96 
0.86 
0.71 
0.64 



1.41 
1.30 
1.38 
0.83 
0.85 
0.78 
0.89 
0.85 
0.82 
0.71 
1.15 
1.07 
0.84 
0.62 
1.08 
1.16 
1.67 
1.79 
1.37 
1.72 
0.09 
0.08 
0.12 
0.10 
0.08 
0.11 
0.15 
0.28 
0.13 
0.17 
0.17 
0.38 
0.14 
0.43 
0.57 
0.28 
0.96 
1.16 
0.65 
0.59 
2.15 
2.32 
2.18 
1.76 
1.68 
1.78 
1.77 
2.22 
2.38 
1.96 
1.98 
1.57 
1.50 
1.61 
1.69 
1.78 
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1.45 
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1.23 
1.35 
1.39 
1.32 
0.90 
0.97 
0.86 
0.70 
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assign 
assign 
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5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
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20 assign 
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assign 
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25 assign 
assign 
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assign 
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30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
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50 assign 
assign 
assign 
assign 
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55 assign 
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assign 
assign 
60 assign 
assign 
assign 
assign 
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65 assign 
assign 
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70 assign 
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75 assign 
assign 
assign 
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80 assign 
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(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A1 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tea id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and rosid 
end resid 
and xesid 
and resid 
and resid 



name CB ) 
name CB ) 
name CB ) 
name CB ) 



155 and 
155 and 
155 and 
155 and 

155 and name CB 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name M 
155 and name N 
155 and name H 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name N 
155 and name C 
155 and name C 
155 and name C 
155 and name C 
155 and name C 
155 and name C 
155 and name < 
155 and name C 
155 and name ( 
155 and name < 
155 and name ( 
155 and name < 
155 and name < 
155 and name i 
155 and name < 
155 and name « 
155 and name < 
155 and name 
155 and name 
155 and name 
155 and name 
155 and name 
155 and name 
155 and name 
155 and name 

155 and name 

156 and name 
156 and 
156 and i 
156 and i 
156 and i 
156 and i 
156 and i 
156 and i 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 
156 and 



name 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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4.93 
7.26 
7.04 
6.15 
3.35 
3.07 
2.81 
4.29 



0.50 
0.15 
0.97 
1.22 
1.13 
1.03 
1.35 
1.93 
2.12 
1.93 
1.71 
1.21 
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2.27 
3.52 
4.25 
4.50 
5.47 
3.54 
5.13 
4.06 
3.97 
3.92 
3.49 
5.15 
5.17 
4.20 
4.00 
3.36 
6.29 
7.14 
6.32 
6.49 
5.05 
2.50 
1.23 
3.03 
2.43 
3.69 
1.33 
3.84 
4.65 
4.51 
5.31 
3.33 
5.67 
5.15 
4.85 
4.79 
4.04 
6.32 
6.02 
5.26 
4.98 
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(segid 3A4 and resid 160 and name C ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 160 and name N ) 
(segid 3A4 and tesid 161 and name C ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name N ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and tesid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA J 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and res id 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(seqid 3A4 and resid 258 and name CB ) 
(segid 3A4 and -resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
) (segid 3A4 and resid 428 and name CA ) 
) (segid 3A4 and resid 431 and name CA ) 
) (segid 3A4 and resid 433 and name CA ) 
) (segid 3A4 and resid 434 and name CA ) 
) (segid 3A4 and resid 158 and name C ) 
) (segid 3A4 and resid 158 and name CA ) 
) (segid 3A4 and resid 158 and name CB ) 
) (segid 3A4 and resid 158 and name O ) 
) (segid 3A4 and resid 159 and name C ) 
) (segid 3A4 and resid 159 and name CA ) 
) (segid 3A4 and resid 159 and name CB ) 
) (segid 3A4 and resid 159 and name N 1 
) (segid 3A4 and resid 159 and name O ) 
) (segid 3A4 and resid 160 and name C ) 
) (segid 3A4 and resid 160 and name CA ) 
) (segid 3A4 and resid 160 and name CB ) 
) (segid 3A4 and resid 160 and name N ) 
) (segid 3A4 and resid 160 and name O ) 
) (segid 3A4 and resid 161 and name C > 
) (segid 3A4 and resid 161 and name CA ) 
) (segid 3A4 and resid 161 and name CB ) 
) (segid 3A4 and resid 161 and name N 
) (segid 3A4 and resid 161 and name O > 
) (segid 3A4 and resid 158 and name CB ) 

(segid 3A4 and resid 159 and name C 
) (segid 3A4 and resid 159 and name CA > 
) (segid 3A4 and resid 159 and name CB ) 
j (segid 3A4 and resid 159 and name N ) 
J (segid 3A4 and resid 159 and name O ) 
) (segid 3A4 and resid 160 and name C ) 
) (segid 3A4 and resid 160 and name CA > 
) (segid 3A4 and resid 160 and name CB > 
) (segid 3A4 and resid 160 and name N ) 
) (segid 3A4 and resid 160 and name O ) 
> (segid 3A4 and resid 161 and name C ) 



7.07 
6.93 
7.50 
5.69 
6.82 
6.73 
6.39 
6.19 
10.07 
10.38 
13.21 
12.97 
12.99 
9.95 
8.62 
11.63 
12.17 
14.60 
15.33 
13.51 
12.55 
12.62 
11.66 
15.76 
16.18 
17.62 
16.74 
15.47 
17.78 
17.20 
17.91 
18.29 
14.72 
15.33 
16.54 
16.36 
17.50 
13.38 
13.01 
11.08 
13.73 
14.59 
11.90 
10.53 
13.82 
14.68 
17.26 
17.47 
14.93 
14.16 
14.71 
14.16 
2.45 
1.45 
2.44 
3.47 
4.74 
4.21 
5.00 
2.B1 
5.79 
5.82 
5.51 
5.69 
4.44 
7.01 
6.38 
5.83 
5.51 
5.04 
7.34 
3.29 
3.00 
2.76 
4.24 
2.25 
3.46 
4.28 
4.48 
5.51 
3.50 
5.23 
3.93 



0.19 
0.18 
0.25 
0.15 
0.22 
0.31 
0.63 
0.28 
2.67 
2.88 
2. 45 
2.31 
2.57 
1.89 
1.95 
1.48 
1.58 
1.55 
1.74 
1.32 
1.43 
0.85 
0.74 
0.79 
0.95 
0.92 
0.95 
1.14 
0.66 
0.54 
0.93 
1.04 
0.74 
0.59 
0.53 
1.12 
1.18 
1.43 
1.37 
1.12 
1.10 
1.68 
2.53 
2.54 
2.25 
1.98 
1.57 
1.37 
2.21 
1.85 
2.37 
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03 

00 

02 

05 

.04 

.06 
0.12 
0.06 
0.11 
0.11 
0.21 
0.33 
0.21 
0.09 
0.44 
0.21 
0.34 
0.15 
0.71 
0.04 
0.09 
0.04 
0.06 
0.01 
0.19 
0.33 
0.28 
0.35 
0.25 
0.25 
0.26 



0.18 
0.17 
0.24 
0.16 
0.22 
0.30 
0.62 
0.28 
2.67 
2.89 
2.45 
2.30 
2.57 
1.88 
1.94 
1.48 
1.58 
1.56 
1.73 
1.32 
1.44 
0.84 
0.74 
0.79 
0.94 
0.93 
0.95 
1.14 
0.67 
0.53 
0.93 
1.03 
0.74 
0.60 
0.54 
1.11 
1.17 
1.44 
1.37 
1.12 
1.11 
1.88 
2.52 
2.55 
2.25 
1.98 
1.57 
1.37 
2.20 
1.85 
2.38 
2.60 
0.02 
0.01 
0.03 
0.05 
0.05 
0.06 
0.12 
0.05 
0.11 
0.11 
0.21 



34 
.21 
.10 
.44 
.21 
.35 
0.14 
0.70 
0.05 
0.10 
0.03 
0.06 
0.00 
0.20 
0.32 
0.28 
0.35 
0.25 
0.24 
0.25 
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10 



15 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



20 



25 



30 



35 



40 



45 



assign (segid 3A4 and resid 158 and name O 
assign (segid 3A4 and resid 158 and name O 
assiqn (segid 3A4 and resid 158 and name O 
^ 3 (segid 3A4 and resid 158 and name O 
(segid 3A4 and lesid 159 and name C 
(segid 3A4 and resid 159 and name C 
(segid 3A4 and resid 159 and name C 
(segid 3A4 and resid 159 and name C 
(segid 3A4 and resid 159 and name 
(segid 3A4 and resid 159 and name 
assign (segid 3A4 and resid 159 and name 
assign (segid 3A4 and resid 159 and name 
assign (segid 3A4 and lesid 159 and name 
(segid 3A4 and resid 159 and name 
(segid 3A4 and resid 159 and name 
(segid 3A4 and resid 159 and name 
(segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA ) 
assign (segid. 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
{ segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA > 
assign (segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA > 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA | 
(segid 3A4 and resid 159 and name CA 
(segid 3A4 and resid 159 and name CA > 
(segid 3A4 and resid 159 and name CA ) 
asi>ian (segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA 1 
assign (segid 3A4 and resid 159 and name CA 
(segid 3A4 and resid 159 and name CA 
(segid 3A4 and resid 159 and name CA 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA > 
(segid 3A4 and resid 159 and name CA } 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA ) 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA 
assign (segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 
(segid 3A4 and resid 159 and name CB 
(segid 3A4 and resid 159 and name CB 
(segid 3A4 and resid 159 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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50 



55 



60 



65 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
. assign 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 161 and name CA 
(segid 3A4 and tesid 161 and name CB 
(segid 3A4 and resid 161 and name N 
(segid 3A4 and resid 161 and name 0 
(segid 3A4 and resid 159 and name CB 
(segid 3A4 and resid 159 and name O 
(segid 3A4 and resid 160 and name C 
(segid 3A4 and resid 160 and name CA 
(segid 3A4 and resid 160 and name CB 
(segid 3A4 and resid 160 and name N 
(segid 3A4 and resid 160 and name O 
(segid 3A4 and resid 161 and name C 
(segid 3A4 and resid 161 and name CA 
(segid 3A4 and resid 161 and name CB 
(segid 3A4 and resid 161 and name N 
(segid 3A4 and resid 161 and name O 
(segid 3A4 and resid 159 and name C 
(segid 3A4 and resid 159 and name CB 
(segid 3A4 and resid 159 and name O 
(segid 3A4 and resid 160 and name C 
(segid 3A4 and resid 160 and name CA 
(segid 3A4 and resid 160 and name CB 
(segid 3A4 and resid 160 and name N 
(segid 3A4 and resid 160 and name O 
(segid 3A4 and resid 161 and name C 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name N ) 
Isegid 3A4 and resid 161 and name O ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 189 and name CA 
(segid 3A4 and resid 189 and name CB 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA 
(segid 3A4 and resid 191 and name CB 
(segid 3A4 and resid 192 and name CA 
(segid 3A4 and resid 192 and name CB 
(segid 3A4 and resid 193 and name CA l 
{ segid 3A4 and resid 193 and name CB > 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CB J 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
Isegid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA > 
(segid 3A4 and resid 257 and name CA > 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA 
(segid 3A4 and resid 318 and name CA ) 
( segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A1 and resid 319 and name CB ) 
(segid 3A4 and resid 427 and name CA I 
(segid 3A1 and resid 428 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA J 
(segid 3A4 and resid 433 and name CA j 
(segid 3A4 and resid 434 and name CA J 
(segid 3A4 and resid 160 and name C ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB J 
(segid 3A4 and resid 160 and name N ) 



4.03 
4.29 
3.49 
4.94 
2.49 
1.24 
3.07 
2.43 
3.71 
1.33 
3.96 
4.73 
4.54 
5.45 
3-32 
5.86 
1.52 

I. 53 
2.39 
4.47 
3.81 
4.86 
2.44 
5.43 
5.62 
5.55 
6.22 
4.43 
6.73 
7.51 
7.71 

10. 12 

II. 01 
11.16 

8.23 
6.81 
9.62 
9.92 
12.88 
13.53 
12.43 
11.59 
11.76 
10.71 
14.52 
14.68 
16.68 
16.60 
15.33 
16.63 
17.10 
17.41 
17.85 
13.89 
14.43 
15.48 
16.26 
17.46 
13.73 
13.28 
11.00 
13.67 
15.36 
13.40 
11.90 
14.88 
15.46 
14.63 
16.01 
17.71 
17.35 
17.00 
17.18 
15.81 
14.91 
13.98 
13.01 
15.20 
15.54 
5.46 
4.46 
5.31 
3.15 



0.49 
0.80 
0.49 
0.19 
0.04 
0.01 
0.08 
0.02 
0.02 
0.00 
0.13 
0.15 
0.12 
0.22 
0.11 
0.15 
0.01 
0.02 
0.02 
0.06 
0.02 
0.04 
0.03 
0.12 
0.15 
0.13 
0.31 
0.11 
0.18 
1.82 
1.87 
1.70 
1.88 
2.15 
1.81 
1.87 
1.34 
1.25 
1.44 
1.43 
1.62 
1.75 
1.25 
1.14 
1.07 
1.08 
1.32 
1.44 
1.66 
0.92 
1.30 
1.11 
1.18 
1.12 
1.15 
1.25 
0.96 
0.97 
1.05 
1.14 
0.92 
0.88 
0.88 
1.37 
1.36 
0.95 
0.74 
1.94 
1.38 
0.84 
0.80 
1.19 
1.15 
2-17 
1.68 



0.49 
0.80 
0.48 
0.19 
0.04 
0.01 
0.08 
0.01 
0.02 
0.00 
0.13 
0.14 
0.13 
0.23 
0.U 
0.16 
0.01 
0.01 
0.02 
0.06 
0.02 
0.03 



03 
12 
15 
14 
31 
,12 
.19 
1.83 
1.86 
1.69 
1.88 
2.16 
1.81 
1.87 
1.34 
1.25 
1.43 
1.43 
1.62 
1.76 
1.26 
1.14 
1.07 
1.08 
1.31 
1.44 
1.66 
0.91 
1-29 
1.12 
1.18 
1.12 
1.15 
1.25 
0.95 
0.98 
1.06 
1.14 
0.93 
0.89 
0.88 
1.37 
1.36 
0.95 
0.74 
1.95 
1.37 
0.85 
0.80 
1.20 
1.14 
2.18 
1.67 
3.04 
2.27 
1.61 
1.60 
0.13 
0.13 
0.17 
0.14 
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assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
5 .assign (segid 3A4 and rosid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
10 assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB 
15 assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
20 assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB J 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB 
25 assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
30 assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and rosid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
35 assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB 
40 assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
45 assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB 
assign (segid 3A4 and resid 159 and name CB ) 
50 assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB ) 
assign (segid 3A4 and resid 159 and name CB J 
assign (segid 3A4 and resid 159 and name CB > 
assign (segid 3A4 and resid 159 and name CB ) 
55 assign (segid 3A4 and resid 159 and name CB > 
assign (segid 3A4 and resid 159 and name CB ) 



(segid 3A4 and resid 160 and name 0 ) 
(segid 3A4 and resid 161 and name C ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name H ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA > 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA > 
(segid 3A4 and resid 192 and name CB > 
(segid 3A4 and resid 193 and name CA > 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
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(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA > 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 160 and name C ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 160 and name O ) 
(segid 3A4 and resid 161 and name C ) 
(segid 3A4 and resid 161 and name CA ) 



2.74 
2.72 
1.67 
1.53 
1.86 
1.62 
1.61 



(segid 3A4 and resid 161 and name CB 
(segid 3A4 and resid 161 and name N 
(segid 3A4 and resid 161 and name O 
(segid 3A4 and resid 160 and name CB 
(segid 3A4 and resid 161 and name C 
(segid 3A4 and resid 161 and name CA 
(segid 3A4 and resid 161 and name CB 
(segid 3A4 and resid 161 and name N 
(segid 3A4 and resid 161 and name O 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name O ) 
(segid 3A4 and resid 161 and name C 
(segid 3A4 and resid 161 and name CB 
(segid 3A4 and resid 161 and name O 
(segid 3A4 and resid 187 and name CA 
(segid 3A4 and resid 187 and name CB 
(segid 3A4 and resid 188 and name CA 
(segid 3A4 and resid 189 and name CA . 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 



(segia j*m — 

(segid 3A4 and resid 256 and name CA 
(segid 3A4 and lesid 257 and name CA 
(segid 3A4 and lestd 258 and name CA 
(segid 3A4 and resid 258 and name CB 
(segid 3A4 and tesid 318 and name CA 
(segid 3A4 and resid 318 and name CB . 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 427 and name CA ) 



11.02 
9.71 
14.82 
15.38 
11.70 
11.79 
12.76 
13.80 
15.06 
11.73 
11.44 
8.72 
11.04 
13.18 
11.89 
10.33 
12.95 
13.28 
15.72 
16.10 
15.06 
13.99 
15.07 
15.53 
14.65 
14.67 
15.73 
14.67 
13.24 
12.62 
11.04 
13.97 
16.27 
2.48 
1.46 
2.46 
3.55 
4.83 
4.25 
5.07 
2.82 
5.98 
3.25 
3.36 
2.77 
4.16 
2.25 
4.11 
2.50 

I. 23 

I. 52 
1.54 
2.39 
9.61 
9.15 

12.82 
14.05 
14.38 

II. 49 
10.11 

II. 88 
11.80 
15.54 
16.27 
15.03 
14.37 
13.05 
14.43 
13.92 
14.79 
13.87 
13.84 
10.45 
12.12 
12.70 
10.29 
12.53 
13.01 
14.28 
14.15 
13.35 
13.66 
13.09 



58 
58 
63 
,73 
.57 
.63 
1.58 
1.72 
2.00 
1.97 
1.85 
1.80 
1.78 
1.87 
1.93 
1.97 
1.74 
2.01 
2.01 
1.31 
2.05 
3.35 
4.01 
3.14 



2.01 
1.07 
0.02 
0.00 
0.02 
0.05 
0.07 
0.06 
0.11 
0.05 
0.09 
0.06 
0.20 
0.03 
0.06 
0.01 
0.35 
0.04 
0.01 
0.01 
0.02 
0.02 
1.13 
1.19 
1.26 
1.21 
1.20 
1.44 
1.43 
1.68 
1.64 
1.61 
1.41 
1.68 
2.00 
2.06 
2.43 
2.21 
2.16 
2.31 
2.34 
2.24 
2.07 
2.55 
2.67 
2.49 
2.35 
2.18 
2.29 
2.14 
2.04 
2.20 



2.74 
2.73 
1.68 
1.53 
1.87 
1.62 
1.61 
1.57 
1.58 
1.63 
1.74 
1.58 
1.64 
1.58 
1.72 
2.01 
1.97 
1.85 
1.79 
1.78 
1.88 
1.92 
1.97 
1.74 
2.01 
2.01 
1.31 
2.06 
3.35 
4.01 
3.13 
2.02 
1.07 
0.O2 
0.01 
0.03 
0.04 
0.06 
0.05 
0.10 
0.06 
0.09 
0.06 
0.20 
0.02 
0.05 
0.01 
0.35 
0.04 
0.01 
0.00 
0.01 
0.02 
1.13 
1.19 
1.26 
1.22 
1.21 
1.44 
1.43 
1.69 



63 
61 
42 
69 
01 
.06 
.42 
.22 
.16 
2.32 
2.34 
2.24 
2.07 
2.55 
2.67 
2.49 
2.35 
2.18 
2.28 
2.14 
2.05 
2.20 



175 



10 



15 



20 



25 



30 



35 



40 



45 



50 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and res id 161 and name CA ) 
(segid 3A4 and res id 161 and name CA ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB > 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB J 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB } 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB J 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB J 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name CB ) 



55 



60 



65 



70 



{segid 3A4 and resid 161 and name 
(segid 3A4 and resid 161 and name 
(segid 3A4 and resid 161 and name 
(segid 3A4 and resid 161 and name 
(segid 3A4 and resid 161 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign (segid 3A4 and resid 187 and name 
assign J segid 3A4 and resid 187 and name 
ign (segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 
(segid 3A4 and resid 187 and name 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
ass ign 



) 

(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CA > 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 



(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA > 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA } 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 249 and name CA J 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(&egid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 318 and name CA > 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
I segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segtd 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 161 and name C ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 161 and name O ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 187 and name O ) 
(segad 3A4 and resid 188 and name C ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 188 and name N ) 
(segid 3A4 and resid 188 and name O ) 
(segid 3A4 and resid 169 and name C ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 189 and name N > 
(segid 3A4 and resid 189 and name O ) 
(segid 3A4 and resid 190 and name C ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 190 and name N ) 
(segid 3A4 and resid 190 and name 0 ) 
(segid 3A4 and resid 191 and name C ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 191 and name N ) 
(segid 3A4 and resid 191 and name O ) 
<3egid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N ) 
(segid 3A4 and resid 187 and name C ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 187 and name O ) 
(segid 3A4 and resid 188 and name C > 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 188 and name N' ) 
(segid 3A4 and resid 188 and name o ) 
(segid 3A4 and resid 189 and name C ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 189 and name N ) 



12.10 
10.54 
10.28 
9.26 
11. 76 
12.70 
14.21 
10.26 
9.88 
13.40 
14.47 
14.78 
11.80 
10.44 
12.21 
12.19 
15-80 
16.57 
15.77 
15.14 
14.36 
13.04 
14.24 
13.72 
13.40 
13.41 
10.03 
11.69 
12.01 
9.62 
11 
12 
13 
13 
13 



91 
44 
95 
21 
49 
12.99 
12.26 
10.79 
10.69 
9.62 
11.54 
12.23 
13.78 
2.48 
1.46 
2.46 
3.57 
3.06 
2.52 
1.24 
3.03 
2.46 
1.33 
3.91 
4.47 
4.40 
5.15 
3.23 
5.52 
4.83 
4.52 
4.35 
3.78 
6.05 
6.03 
4.94 
4.52 
4.06 
7.20 
7.20 
7.21 
5.91 
1.53 
1.53 
2.41 
4.44 
3.81 
2.42 
5.39 
5.47 
5.43 
5.85 
4.36 



1.79 
2.67 
2.76 
2.20 
2.22 
2.50 
2.17 
0.66 
0.82 
0.82 
0.67 
0.69 
1.01 
0.99 
1.48 
1.47 
1.36 
1.10 
1.47 
1.37 
1.94 
2.04 
2.87 
2.71 
2.76 
2.73 
2.73 
2.61 
3.01 
3.18 
3.07 
2.95 
2.67 
2.56 
2.50 
2.58 
2.03 
2.66 
2.60 
2.20 
2.57 
2.93 
2.47 
0.03 
0.01 
0.01 
0.05 
0.15 
0-02 
0.01 
0.07 
0.02 
0.00 
0.09 
0.13 
0.12 
0.20 
0.11 
0.20 
0.13 
0.07 
0.06 
0.06 
0.14 
0.22 
0.21 
0.21 
0.17 
0.22 
0.30 
0.34 
0.27 
0.01 
0.01 
0.02 
0.06 
0.02 
0.02 
0.08 
0.11 
0.12 
0.26 
0.10 



1.79 
2.66 
2.76 
2.19 
2.22 
2.51 
2.17 
0.67 
0.83 
0.81 
0.67 
0.69 
1.01 
0.99 



48 
47 
35 
11 
48 
36 
94 
04 
86 
.70 
2.76 
2.73 
2.72 
2.61 
3.01 
3.18 
3.07 
2.95 
2.67 
2.57 
2.51 
2.57 
2.04 
2.66 
2.60 
2.20 
2.57 
2.94 
2.46 
0.04 
0.01 
0.01 
0.05 
0.16 
0.02 
0.00 
0.08 
0.01 
0.01 
0.09 
0.13 
0.12 
0.20 
0.11 
0.20 
0.13 
0.07 
0.05 
0.06 
0-13 
0.23 
0.22 
0.21 
0.17 
0.22 
0.29 
0.34 
0.28 
0.00 
0.02 
0.02 
0.05 
0.03 
0.02 
0.07 
0.10 
0.12 
0.26 
0.10 



176 



10 



15 



assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3R4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA > 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign {segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
20 assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign {segid 3A4 and resid 187 and name CA ) 
25 assign (segid 3A4 and rebid 187 and name CA > 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign {segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
30 assign (segid 3A4 and resid 187 and name CA 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
35 assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
assign (segid 3A4 and resid 187 and name CA ) 
40 assign (segid 3A4 and resid 187 and name CA J 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
45 assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
50 assign (segid 3A4 and resid 187 and name CB > 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
55 assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB J 
assign (segid 3A4 and resid 187 and name CB 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
60 assign (segid 3A4 and resid 187 and name CB } 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
65 assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
70 assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
75 assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name CB > 
80 assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A1 and resid 187 and name CB J 
assign (segid 3A4 and resid 187 and name CB ) 
assign (segid 3A4 and resid 187 and name N ) 



(segid 3A4 and resid 189 and name O 
{segid 3A4 and resid 190 and name C 
(segid 3A4 and resid 190 and name CA 
(segid 3A4 and resid 190 and name CB 
{segid 3A4 and resid 190 and name N 
(segid 3A4 and resid 190 and name O 
(segid 3A4 and resid 191 and name C 
(segid 3A4 and resid 191 and name CA 
(segid 3A4 and resid 191 and name CB 
(segid 3A4 and resid 191 and name N 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
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(segid 3A4 and resid 194 and name CB ) 
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(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
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(segid 3A4 and tesid 188 and name N ) 
(segid 3A4 and resid 188 and name O ) 
(segid 3A4 and resid 189 and name C ) 
(segid 3A4 and resid 189 and name CA J 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 189 and name N ) 
(segid 3A4 and resid 190 and name C ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
{segid 3A4 and resid 190 and name N ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 191 and name N 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
{segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and rosid 198 and name CB 
(segid 3A4 and resid 199 and name CA 
(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA 
(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 251 and name CA ) 
seqid 3A4 and resid 252 and name CA 
segid 3A4 and resid 252 and name CB 
seqid 3A4 and resid 253 and name CA ) 
segid 3A4 and lesid 254 and name CA ) 
segid 3A4 and resid 431 and name CA J 
segid 3A4 and resid 187 and name C ) 



6.58 
5.71 
5.15 
4.55 
4.57 
6.91 
7.30 
6.09 
5.74 
5.12 
8.59 
8.63 
7.29 
9.94 
9.50 
10.75 
10.06 
12.20 
11.69 
14.21 
13.90 
15.55 
14.89 
16.68 
15.94 
18.20 
17.60 
17.37 
16.77 
15.90 
16.16 
18.00 
14.40 
15.62 
16.39 
18.43 
16.51 
15.71 
14.15 
17.02 
5.40 
4.42 
3.07 
6.31 
6.86 
6.76 
7.25 
5.56 
6.88 
6.52 
5.84 
6.00 
6.86 
6.23 
6.13 
9.58 
9.67 
11.20 
10.84 
11.71 
10.89 
12.97 
12.38 
15.24 
15.02 
16.62 
15.98 
17.49 
16.64 
18.99 
18.41 
15.92 
16.07 
14.64 
15.51 
16.18 
18.46 
16.76 
16.08 
14.18 
16.60 
15.52 
2.43 



0.15 
0.14 
0.08 
0.09 
0.06 
0.14 
0.25 
0.26 
0.27 
0.22 
0.29 
0.33 
0.29 
0.17 
0.20 
0.20 
0.22 
0.27 
0.30 
0.21 
0.21 
0.19 
0.27 
0.20 
0.24 
0.26 
0.32 
1.26 
1.39 
1.19 
1.29 
0.91 
0.88 
0.98 
1.02 
0.98 
1.11 
1.09 
1.19 
1.18 
0.10 
0.11 



0.10 
0.13 
0.11 
0.10 
0.22 
0.10 
0.18 
0.11 
0.13 
0.06 
0.33 
0.37 
0.26 
0.35 
0.38 
0.20 
0.19 
0.26 
0.28 
0.36 
0.40 
0-28 
0.25 
0.24 
0.33 
0.29 
0.33 
0.37 
0.44 
1.36 



0.16 
0.14 
0.08 
0.09 
0.05 
0.13 
0.26 
0.26 
0.28 
0.21 
0.29 
0.33 
0.28 
0.17 
0.20 
0.19 
0.22 
0.26 
0.30 
0.21 
0.21 
0.19 
0.27 
0.21 
0.24 
0.26 
0.33 
1.26 
1.40 
1.19 
1.29 
0.90 
0.89 
0.98 
1.01 
0.97 
1.10 
1.09 
1.19 
1.17 
0.10 
0.10 
0.10 
0.13 
0.12 
0.11 
0.21 
0.09 
0.18 
0.10 
0.14 
0.07 
0.34 
0.38 
0.26 
0.36 
0.37 
0.20 
0.20 
0.26 
0.29 
0.36 
0.41 
0.28 
0.26 
0.24 
0.32 
0.29 
0.34 
0.38 
0.44 
1.37 
1.48 
1.01 
1.10 



1.25 
2.26 
0.02 
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assign 
assign 
assign 
45 assign 
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assign 
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50 assign 
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55 assign 
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60 assign 
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assign 
65 assign 
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70 assign 
assign 
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75 assign 
assign 
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80 assign 
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(segid 3A4 
(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 187 
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187 and name CA ) 
187 and name CB ) 
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188 and name C 
188 and name CA 
188 and name N 

188 and name O 

189 and name C 



189 and name CA ) 
189 and name CB > 
189 and name N ) 

189 and name O ) 

190 and name C ) 
190 and name CA ) 
190 and name CB ) 
190 and name N ) 

190 and name O ) 

191 and name CA ) 
191 and name CB ) 
191 and name N ) 

187 and name CB ) 

188 and name C ) 
188 and name CA ) 
188 and name N ) 

188 and name O ) 

189 and name C ) 
189 and name CA ) 
189 and name CB ) 
189 and name N ) 

189 and name O ) 

190 and name C ) 
190 and name CA ) 
190 and name CB ) 
190 and name N ) 

190 and name O ) 

191 and name C ) 
191 and name CA ) 
191 and name CB ) 
191 and name N ) 

191 and name 0 ) 

192 and name C ) 
192 and name CA ) 



0.01 
0.03 
0.05 
0-07 
0.04 
0.05 
0.07 
0.08 
0.15 
0.29 
0.11 
0.10 
0.11 



192 and name CB ) 

192 and name N ) 

193 and name N ) 

188 and name O ) 

189 and name C ) 
189 and name CA ) 
189 and name CB ) 
189 and name H ) 

189 and name 0 ) 

190 and name C ) 
190 and name CA ) 
190 and name CB ) 
190 and name N ) 

190 and name 0 ) 

191 and name C ) 
191 and name CA ) 
191 and name CB ) 
191 and name N ) 

191 and name O ) 

192 and name C ) 
192 and name CA ) 
192 and name CB ) 
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193 and name CA ) 
193 and name CB ) 
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190 and name C ) 
190 and name CA ) 
190 and name CB ) 
190 and name N ) 

190 and name O ) 

191 and name C ) 
191 and name CA ) 



1.46 
2.45 
3.44 
4.70 
4.19 
2.80 
5.81 
5.57 
5.27 
5.33 
4.26 
6.77 
6.43 
5.60 
5.07 
4.79 
7.64 
7.13 
6.88 
6.02 
3.38 
2.98 
2.82 
2.27 
3.51 
3.94 
4.24 
5.20 
3.32 
4*85 
3.73 
3.66 
3.60 
3.17 
4.92 
4.94 
3.79 
3.53 
2.89 
6.07 
7.18 
6.31 
6.52 
4.96 
6.83 
1.23 
3.05 
2.43 
3.70 
1.33 
3.85 
4.64 
4.58 
5.35 
3.40 
5.68 
4.92 
4.59 
4.33 
3.92 
6.13 
6.18 
5.07 
4.62 
4.18 
7.33 
7.39 
7.43 
6.10 
1.52 
2.40 
4.42 
3.80 
4.86 
2.43 
5.29 
5.56 
5.53 
5.97 
4.45 
6.66 
5.74 
5.15 



06 
06 
05 
,09 
,21 
.22 
.17 
.06 
0.14 
0.03 
0.03 
0.15 
0.27 
0.23 
0.29 
0.19 
0.33 
0.17 
0.15 
0.05 
0.17 
0.17 
0.24 
0.20 
0.16 
0.19 
0.22 
0.31 
0.34 
0.41 
0.32 
0.27 
0.00 
0.06 
0.03 
0.04 
0.01 
0.17 
0.10 
0.06 
0.09 
0.07 
0.11 
0.13 
0.18 
0.24 
0.14 
0.13 
0.15 
0.19 
0.27 
0.14 
0.16 
0.17 
0.22 
0.15 
0.01 
0.02 
0.05 
0.02 
0.02 
0.01 
0.15 
0.09 
0.06 
0.10 
0.09 
0.10 
0.14 
0.18 



0.00 
0.04 
0.04 
0.06 
0.05 
0.05 
0.07 
0.08 
0.15 
0.30 
0.12 
0.10 
0.11 
0.06 
0.06 
0.05 
0.10 
0.20 
0.23 
0.16 
0.06 
0.13 
0.04 
0.02 
0.15 
0.26 
0.24 
0.28 
0.20 
0.32 
0.18 
0.15 
0.04 
0.17 
0.18 
0.24 
0.19 
0.15 
0.20 
0.23 
0.31 
0.35 



.40 
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27 
01 
06 
.04 
0.05 
0.00 
0.17 
0.10 
0.06 
0.09 
0.06 
0.12 
0.13 
0.18 
0.23 
0.14 
0.12 
0.16 
0.19 
0.26 
0.14 
0.16 
0.17 
0.23 
0.16 
0.01 
0.01 
0.04 
0.02 
0.01 
0.01 
0.16 
0.08 
0.07 
0.10 
0.09 
0.11 
0.14 
0.17 
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assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 1B8 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 18B and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name CA 
assign (segid 3A4 and resid 188 and name N 
40 assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
45 assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 1B8 and name N 
50 assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
assign (segid 3A4 and resid 188 and name N 
60 assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name o 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
65 assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name 0 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
70 assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name 0 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 1B8 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name 0 
assign (segid 3A4 and resid 188 and name O 



4.46 
4.62 
6.93 
7.44 
6.22 
5. 68 
5.23 
8.74 
8.79 
7.43 
10.11 
9.76 
10.47 
9.61 



14.39 
14.09 
15.47 
14.79 
16.24 
15.40 
18.60 
16.68 
16.48 
15.88 
15.02 
14.76 
14.88 



55 



75 



80 



(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 191 and name N ) 
(segid 3A4 and resid 191 and name O ) 
(segid 3A4 and resid 192 and name C ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N > 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 193 and name N ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 12.23 
(segid 3A4 and resid 196 and name CB ) 11.88 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) --- 
(segid 3A4 and resid 247 and name CA ) 17.89 
(segid 3A4 and resid 248 and name CA ) 17.56 
(segid 3A4 and resid 248 and name CB ) 17.58 
(segid 3A4 and resid 249 and name CA ) 14.26 
(segid 3A4 and resid 250 and name CA ) 15.93 
(segid 3A4 and resid 250 and name CB ) 16.55 
(segid 3A4 and resid 252 and name CA ) 17-36 
(segid 3A4 and resid 252 and name CB ) 16.40 
(segid 3A4 end resid 253 and name CA J 
(segid 3A4 and resid 188 and name C ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 188 and name O ) 
(segid 3A4 and resid 189 and name C ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 189 and name N ) 
(segid 3A4 and resid 189 and name O ) 
(segid 3A4 and resid 190 and name C ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 190 and name N > 
(segid 3A4 and resid 190 and name 0 ) 
(segid 3A4 and resid 191 and name C ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 191 and name N ) 
(segid 3A4 and reeid 191 and name O ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N ) 
(segid 3A4 and resid 189 and name C ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 189 and name N 1 
(segid 3A4 and resid 189 and name O ) 
(segid 3A4 and resid 190 and name C ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 190 and name N ) 
(segid 3A4 and resid 190 and name O > 
(segid 3A4 and resid 191 and name C ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB > 
(segid 3A4 and resid 191 and name N ) 
(segid 3A4 and resid 191 and name O ) 
(segid 3A4 and resid 192 and name C ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 end resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N 1 
(segid 3A4 and resid 192 and name O ) 
(segid 3A4 and resid 193 and name C ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 193 and name N ) 



) 
) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

> 

) 

) 

) 
> 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 



15.53 
2.47 
1.46 
3.52 
4.68 
4.20 
4.97 
2.80 
5.74 
5.63 
5.35 
5.44 
4.34 
6.83 
6.42 
5.54 
4.94 
4.79 
7.61 
7.22 
7.00 
6.08 
3.06 
2.77 
4.24 
2.25 
3.48 
4.32 
4.60 
5.59 
3.62 
5.18 
3.97 
3.94 
3.75 
3.55 
5.13 
5.12 
3.91 
3.52 
3.11 
6.22 
7.46 
6.S9 
6.65 
5.21 



0.22 
0.12 
0.15 
0.18 
0.21 
0.27 
0.18 
0.16 
0.21 
0.15 
0.13 
0.15 
0.17 
0.19 
0.20 
0.22 
0.13 
0.20 
0.16 
0.20 
0.22 
0.30 
0.37 
1.57 
1.60 
1.10 
1.23 
0.95 
1.04 
0.86 
0.74 
0.73 
0.77 
0.89 
0.88 
1.10 
1.09 
1.26 
0.02 
0.01 
0.03 
0.05 
0.04 
0.11 
0.04 
0.13 
0.10 
0.07 
0.10 
0.08 
0.11 
0.18 
0.18 
0.21 
0.13 
0.18 
0.24 
0.28 
0.21 
0.10 
0.06 
0.08 
0.01 
0.24 
0.15 
0.09 
0.10 
0.07 
0.16 
0.15 
0.21 
0.26 
0.17 
0.15 
0.19 
0.21 
0.27 
0.17 
0 
0 
0 
0 
0 



0.23 
0.12 
0.14 
0.18 
0.22 
0.26 
0.17 
0.17 
0.22 
0.16 
0.13 
0.16 
0.16 
0.19 
0.19 
0.22 
0.13 
0.20 
0.15 
0.20 
0.22 
0.30 
0.37 
1.57 
1.61 
1.10 
1.23 
0.96 
1.04 
0.85 
0.74 
0.73 
0.77 
0.89 
0.87 
1.10 



10 
26 
02 
01 
03 
,06 
.04 
.10 
.05 
.14 
.09 
0.08 
0.10 
09 
11 
18 
18 
22 
13 
18 
0.24 
0.28 
0.22 
0.10 
0.06 
0.07 
0.01 
0.24 
0.14 
0.09 
0.10 
0.08 
0.17 
0.15 
0.21 
0.26 
0.17 
0.14 
0.20 
0-20 
0.26 
0.16 
0.20 
0.20 
0.20 
0.23 
0.20 
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15 
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55 



60 



) 

) 

) 

) 
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) 

) 
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) 

) 

) 

) 

> 

> 

) 

) 

) 

) 

) 

) 

) 

) 

) 



assign (segid 3A4 and resid 188 and name O 
assign (segid 3A4 and resid 188 and name O 
assign (segxd 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resad 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign t segid 3A4 and resid 189 and name C 
assign (segid 3A4 and tesid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name C 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA 
assiqn (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and rosid 189 and name CA 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA J 
assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA 1 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA ) 
65 assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA 1 
assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA ) 
assign ( segid 3A4 and resid 189 and name CA ) 
70 assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA ) 
75 assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name ca j 
assign (segid 3A4 and resid 189 and name CA ) 
assign (segid 3A4 and resid 189 and name CA 
assign (segid 3A4 and resid 189 and name CA i 
80 assign (segid 3A4 and resid 189 and name CB I 
assign (segid 3A4 and resid 189 and name CB ) 
assign (segid 3A4 and resid 189 and name CB 
assign (segid 3A4 and resid 189 and name CB ) 



(segid 3A4 and resid 194 and name N ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 189 and name O ) 
(segid 3A4 and resid 190 and name C ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 190 and name N ) 
(segid 3A4 and resid 190 and name O ) 
(segid 3A4 and resid 191 and name C ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 191 and name N 
(segid 3A4 and resid 191 and name O 
(segid 3A4 and resid 192 and name C 
(segid 3A4 and resid 192 and name CA 
(segid 3A4 and resid 192 and name CB 
(segid 3A4 and resid 192 and name N 
(segid 3A4 and resid 192 and name O 
(segid 3A4 and resid 193 and name C 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 193 and name N ) 
(segid 3A4 and tesid 193 and name O ) 
(segid 3A4 and resid 194 and name CA ) 
(seqid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name N ) 
(segid 3A4 and resid 195 and name N ) 
(segid 3A4 and resid 189 and name C ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 189 and name O ) 
(segid 3A4 and resid 190 and name C ) 
(segid 3A4 and resid 190 and name CA 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 190 and name N ) 
(segid 3A4 and resid 190 and name O ) 
(segid 3A4 and resid 191 and name C ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 191 and name N ) 
(segid 3A4 and resid 191 and name O ) 
(segid 3A4 and resid 192 and name C ) 
(segid 3A4 and resid 192 and name CA > 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N ) 
(segid 3A4 and resid 192 and name O ) 
(segid 3A4 and resid 193 and name C ) 
(segid 3A4 and resid 193 and name CA 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 193 and name N ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name N ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA > 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 245 and name CA J 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 2S2 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 190 and name C ) 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 190 and name N > 



7.19 
7.66 
2.49 
1.23 
3.02 
2.44 
3.71 
1.34 
3.84 
4.53 
4.45 
5.18 
3.29 
5.59 
4.89 
4.50 
4.27 
3.79 
6.10 
6.25 
5.13 
4.75 
4.21 
7.40 
7.47 
7.57 
6.16 
7.83 
1.53 
1.53 
2.39 
4.42 
3.82 
4.88 
2.45 
5.31 
5.49 
5.44 
5.82 
4.39 
6.62 
5.76 
5.12 
4.48 
4.56 
6.92 
7.53 
6.31 
6.04 
5.30 
8.84 
8.97 
7.52 
9.84 
9.34 
10.54 
9.81 
12.49 
12.14 
14.42 
14.09 
15.26 
14.43 
16.98 
18.89 
18.47 
19.28 
16.29 
15.37 
15.97 
16.38 
17.90 
17.67 
14.79 
17.10 
17.94 
17.50 
16.33 
16.17 
5.39 
1.44 
5.30 
3.12 



0.19 
0.14 
0.05 
0.00 
0.06 
0.01 
0.03 
0.01 
0.06 
0.07 
0.09 
0.13 
0.10 
0.06 
0.08 
0.14 
0.29 
0.11 
0.08 
0.10 
0.12 
0.21 
0.08 
0.11 
O.U 
0.14 
0.10 
0.05 
0.01 
0.02 
0.01 
0.04 
0.02 
0.07 
0.03 
0.04 
0.06 
0.08 
0.13 
0.08 
0.06 
0.09 
0.15 
0.31 
0.09 
0.08 
0.10 
0.11 
0.21 
0.07 
0.09 
0.14 
0.09 
0.08 



0.18 
0.14 
0.05 
0.00 
0.06 
0.01 
0.04 
0.00 
0.07 
0.07 
0.09 
0.13 
0.10 
0.06 
0.08 
0.15 
0.30 
0.11 
0.07 
0.11 
0.12 
0.22 
0.07 
0.11 
0.11 
0.15 
0.10 
0.06 
0.01 
0.01 
0.02 
0.03 
0.03 



09 
13 
.17 
.11 
.11 
.08 
0.10 
0.16 
0.25 
0.43 
0.32 
0.38 
0.25 
0.93 
1.09 
0.71 
0.78 
0.56 
0.59 
0.62 
0.76 
0.71 
1.03 
1.02 
1.15 
0.14 
0.16 
0.23 
0.17 



06 
03 
,04 
.06 
.09 
.14 
0.09 
0.05 
0.08 
0.16 
0.31 
0.09 
0.09 
0.10 
0.12 
0.20 
0.07 
0.09 
0.14 
0.09 
0.07 
0.09 
0.13 
0.18 
0.10 
0.11 
0.09 
0.10 
0.17 
0.25 
0.42 
0.31 
0.38 
0.24 
0.94 
1.09 
0.70 
0.78 
0.57 
0.60 
0.62 
0.75 
0.72 
1.02 
1.02 
1.16 
0.15 
0.17 
0.24 
0.18 



180 



10 



30 



assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign ( 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



60 



< sag id 3A4 
(segid 3A4 
(segid 3A4 
(3egid 3A4 
(segid 3A4 
< sag id 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and res id 189 and name CB ) 
and resid 189 and name CB ) 
and res id 189 and name CB ) 
and res id 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
and resid 189 and name CB ) 
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6.88 
6.44 
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6.53 
6.27 
9.83 
10.01 
11.09 
10.68 
11.49 
10.63 
13,28 
12.88 
15.48 
15.23 
16.37 
15.55 
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17.84 
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17.30 
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1.46 
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5.29 
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(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
segid 3A4 and resid 242 and name CA 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB 
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segid 3A4 and resid 251 and name CA 
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1.24 
2.98 
2.44 
3.72 
1.33 
3.80 
4.53 
4.41 
5.15 
3.25 
5.62 
4.92 
4.51 
4.23 
3.77 
6.15 
6.23 
5.22 
4.91 
4.25 
7.41 
7.23 
7.18 
6.00 
7.79 
1.52 
1.52 
2.40 
4.38 
3.80 
4.86 
2.42 
5.26 
5.47 
5.40 
5.81 
4.35 
6.62 
5.79 
5.11 
4.43 
4.53 
6.98 
7.51 
6.39 
6.16 
5.32 
8.61 
8.58 
7.36 
9.92 
9.48 
10.81 
10.08 
12.56 
12.13 
14.29 
13.80 
15.96 
17.19 
16.51 
18.60 
17.94 
17.13 
17.42 
14.77 
14.13 
14.34 
15.00 
16.84 
18.21 
15.40 
15.26 
12.14 
14.39 
15.43 
16.59 
17.39 
14.13 
13.00 
12.79 
16.29 
16.49 
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01 
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.01 
.02 
0.01 
0.07 
0.12 
0.14 
0.26 
0.11 
0.12 
0.09 
0.11 
0.18 
0.11 
0.08 
0.10 
0.11 
0.14 
0.09 
0.07 
0.09 
0.07 
0.09 
0.11 
0.14 
0.21 
0.13 
0.13 
0.10 
0.16 
0.46 



0.00 
0.07 
0.01 
0.03 
0.00 
0.07 
0.10 
0.12 
0.19 
0.11 
0.11 
0.07 
0.09 
0.18 
0.10 
0.07 
0.07 
0.08 
0.12 
0.05 
0.08 
0.07 
0.10 
0.06 
0.09 
0.01 
0.03 
0.01 
0.06 
0.01 
0.02 
0.02 
0-07 
0.12 
0.14 
0.25 
0.11 
0.11 
0.08 
0.11 
0.19 
0.11 
0.08 
0.09 
0.11 
0.14 
0.09 
0.08 
0.10 
0.07 
0.09 
0.12 
0.14 
0.20 
0.13 
0.13 
0.10 
0.16 
0.45 
0.41 
0.50 
0.16 
0.19 
1.20 
1.20 
0.92 
1.09 
0.71 
0.76 
0.62 
0.65 
0.59 
0.64 
0.64 
0.78 
0.74 
0.84 
0.77 
1.06 
1.05 
1.14 
1.10 
1.50 
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0.78 
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assign (segid 3A4 and resid 190 and name CB ) 
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assign (segid 3A4 and resid 190 and name CB 
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assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 190 and name CB ) 
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assign 
assign 
assign 
assign 



5.39 
4.46 
5.33 
3.12 
6.23 
6.88 
6.77 
7.23 
5.59 
6.91 
6.42 
5.63 
5.95 
7.14 
6.64 
6.27 
9.62 
9.64 
11.19 
10.84 



(segid 3A4 and resid 191 and name C ) 
[segid 3A4 and resid 191 and name CA > 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 191 and name N ) 
(segid 3A4 and resid 191 and name O ) 
(segid 3A4 and resid 192 and name C > 
(segid 3A4 and resid 192 and name CA ) 
Isegid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N 
(segid 3A4 and resid 193 and name C ) 
(segid 3A4 and resid 193 and name CA 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 193 and name N ) 
(segid 3A4 and resid 194 and name CA > 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name N ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 11.79 
(segid 3A4 and resid 197 and name CB > 10.92 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA 17.05 
(segid 3A4 and resid 201 and name CA ) 18.04 
(segid 3A4 and resid 201 and name CB > 17.27 
(segid 3A4 and resid 202 and name CA ) 19.47 
(segid 3A4 and resid 202 and name CB ) 18.83 
(segid 3A4 and resid 245 and name CA 15.41 
(segid 3A4 and resid 245 and name CB ) 14.88 
(segid 3A4 and resid 246 and name CA ) 14.71 
(segid 3A4 and resid 246 and name CB ) 15.37 
(segid 3A4 and resid 247 and name CA ) 17.01 
(segid 3A4 and resid 247 and name CB ) 18.43 
(segid 3A4 and resid 248 and name CA ) 15.61 
(segid 3A4 and res id 248 and name CB ) 
(segid 3A4 and resid 249 and name CA > 
(segid 3A4 and resid 250 and name CA ) 



13.38 
12.86 
15.36 
14.96 



assign (segid 3A4 and resid 190 ana name ^ ~j ™ — ^ and ^ CB 

assign (segid 3A4 and resid 190 and name CB segid 3A^ ^ ^ and ^ 



45 



^nt -ww— — - __ 

assign (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
ass ion (segid 3A4 and resid 190 and name CB 
assign (segid 3A4 and resid 190 and name CB 
assxgn (segid 3A4 and resid 190 and name CB 

^ - . _ » ■ « nf\ — nana PR 



assign (segid 3A4 and resid 190 and name CB ) 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 190 and name N 
(segid 3A4 and resid 190 and name N 
(segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
60 assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name n 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
65 assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
70 assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name N 
assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name O 
75 assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name 0 
assign (segid 3A4 and resid 190 and name O 
80 assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and reaid 190 and name O 



(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and xesid 254 and name CA 
(segid 3A4 and resid 256 and name CA 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 190 and name C > 
(segid 3A4 and resid 190 and name CA 
(segid 3A4 and resid 190 and name CB i 
(segid 3A4 and resid 190 and name O 
(segid 3A4 and resid 191 and name C 
(segid 3A4 and resid 191 and name CA 
(segid 3A4 and resid 191 and name CB 
(segid 3A4 and resid 191 and name N 
(segid 3A4 and resid 191 and name 0 
(segid 3A4 and resid 192 and name C 
(segid 3A4 and resid 192 and name CA 
(segid 3A4 and resid 192 and name CB 
(segid 3A4 and resid 192 and name N ) 
(segid 3A4 and resid 192 and name O ) 
(segid 3A4 and resid 193 and name C ) 
(segid 3A4 and resid 193 and name CA 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 193 and name N ) 
(segid 3A4 and resid 193 and name O 
(segid 3A4 and resid 194 and name CA 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name N 
segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 191 and name C 
segid 3A4 and resid 191 and name CA 
segid 3A4 and resid 191 and name CB 



(segid 3A4 and resid 191 and name N 
(segid 3A4 and resid 191 and name O 
(segid 3A4 and resid 192 and name C 
(segid 3A4 and resid 192 and name CA 
segid 3A4 and resid 192 and name CB 
segid 3A4 and resid 192 and name N 
segid 3A4 and resid 192 and name O 



15.61 
12.22 
14.17 
15.23 
16.34 
17.23 
13.80 
12.79 
12.15 
15.59 
15.68 
15.36 
2.45 
1.46 
2.45 
3.49 
4.67 
4.19 
4.93 
2.80 
5.74 
5.63 
5.28 
5.32 
4.29 
6.84 
6.57 
5.65 
5.09 
4.84 
7.76 
7.44 
7.31 
6.25 
3.31 
2.91 
2.78 
4.27 
2.26 
3.35 
4.03 
4.29 
5.26 
3.37 
4.98 



0.08 
0.04 
0.02 
0.04 
0.09 
0.12 
0.13 
0.23 
0.11 
0.08 
0.11 
0.18 
0.12 
0.10 
0.12 
0.08 
0.08 
0.10 
0.10 
0.12 
0.16 
0.24 
0.13 
0.12 
0.10 
0.16 
0.44 
0.43 
0.51 
0.19 
0.21 
0.95 
1.12 
0.80 
0.85 
0.67 
0.71 
0.64 
0.68 
0.66 
0.83 
0.80 
0.87 
0.79 
1.06 
1.04 
1.15 
1.13 
1.53 
1.96 
0.03 
0.01 
0.04 
0.03 
0.03 
0.06 
0.07 
0.08 
0.04 
0.09 
0.12 
0.25 
0.08 
O.08 
0.09 
0.12 
0.19 
0.09 
0.09 
0.10 
0.14 
0.08 
0.03 
0.10 
0. 
0, 
0 
0 
0 
0 
0 
0 
0 



0.07 
0.03 
0.03 
0.05 
O.08 
0.12 
0.13 
0.24 
O.ll 
0.08 
0.11 
0.19 
0.11 
0.10 
0-12 
0.09 
0.09 
0.11 
0.09 
0.11 
0.15 
0.24 
0.13 
0.13 
0.09 
0.16 
0.45 
0.44 
0.52 
0.20 
0.22 
0.96 
1.13 
0.79 
0.84 
0.68 
0.70 
0.65 
0.67 
0.66 
0.82 
0.81 
0.87 
0-80 
1.07 
1.03 
1.14 
1.13 
1.54 
1.96 
0.03 
0.01 
0.04 
0.03 
0.04 
0.07 
0.07 
0.07 
0.04 
0.08 
0.12 
0.26 
0.08 
0.09 
0.09 
0.11 
0.19 
0.09 
0.10 
0.10 
0.14 
0.09 
0.03 
0.11 
0.04 
0.05 
0.01 
0.13 
0.16 
0.15 
0.19 
0.13 
0.17 



04 
04 
02 
12 
,16 
.16 
.20 
.12 
.16 



183 



assign isegid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name 0 
assign (segid 3A4 and resid 190 and name 0 
assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name O 
assign (segid 3A4 and resid 190 and name O 



rfrvi - — 

assign (segid 3A4 and resid 190 and name 
assign (segid 3A4 and resid 190 and name 
assign (segid 3A4 and resid 190 and name 
10 assign (segid 3A4 and resid 190 and name 
assign (segid 3A4 and resid 190 and name 
assign (segid 3A4 and resid 190 and name 
assign (segid 3A4 and resid 190 and name 
assign (segid 3A4 and resid 190 and name 
15 assign (segid 3A4 and resid 190 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
20 assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
25 assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (seqid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
30 assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
35 assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name 
assign (segid 3A4 and resid 191 and name . 
assign (segid 3A4 and resid 191 and name C 
40 assign (segid 3A4 and resid 191 and name C . 
assign (segid 3A4 and resid 191 and name CA > 
assign (segid 3A4 and resad 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 



o 

0 
0 

o 

0 

o 

0 

o 
o 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



) (segid 3A1 and resid 193 and name C ) 
) (segid 3A4 and resid 193 and name CA ) 
) (segid 3A4 and resid 193 and name CB ) 
) (segid 3A4 and resid 193 and name N ) 
) (segid 3A4 and resid 193 and name O ) 
) (segid 3A4 and resid 194 and name C ) 
j (segid 3A4 and resid 194 and name CA ) 
) (segid 3A4 and resid 194 and name CB ) 
) (segid 3A4 and resid 194 and name N ) 
) (segid 3A4 and resid 194 and name O ) 
(segid 3A4 and resid 195 and name C > 
(segid 3A4 and resid 195 and name CA > 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name N > 
(segid 3A4 and resid 196 and name N ) 
(segid 3A4 and resid 191 and name CB J 



3.84 
3.67 
3.47 



45 



50 



55 



60 



65 



70 



75 



80 



assign - ~~ — - 

assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA > 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA > 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and rosid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign segid 3A4 and rosid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA ) 
assign (segid 3A4 and resid 191 and name CA ) 



-»« " —••-«- 

(segid 3A4 and resid 191 and name O 
(segid 3A4 and resid 192 and name C ) 
(segid 3A4 and resid 192 and name CA } 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N ) 
(segid 3A4 and resid 192 and name O > 
(segid 3A4 and resid 193 and name C ) 
(segid 3A4 and resid 193 and name CA > 
(segid 3A4 and resid 193 and name CB > 
(segid 3A4 and resid 193 and name N ) 
(segid 3A4 and resid 193 and name O ) 
(segid 3A4 and resid 194 and name C ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name N 
(segid 3A4 and resid 194 and name O 
(segid 3A4 and resid 195 and name C 
(segid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name O 
( segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N * 
(segid 3A4 and resid 191 and name C 
(segid 3A4 and resid 191 and name CB 
(segid 3A4 and resid 191 and name O 
(segid 3A4 and resid 192 and name C 



isegia J+\h anu i.c*>*« - 

(segid 3A4 and resid 192 and name CA ) 



l SC^IU J-r»i 

(segid 3A4 and resid 192 and name CB 
(segid 3A4 and resid 192 and name N , 
(segid 3A4 and resid 192 and name O ) 
(segid 3A4 and resid 193 and name C ) 
(segid 3A4 and re3id 193 and name CA ) 

) 
) 

) 



taeyiu jni a»*v* *• vi-^— — — — 

(segid 3A4 and resid 193 and name CB 
(segid 3A4 and resid 193 and name N 
(segid 3A4 and resid 193 and name O 
(segid 3A4 and resid 194 and name C 
(segid 3A4 and resid 194 and name CA ) 

) 
) 
) 



isegia jmi e»«u — — _ 

(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 194 and name H 
(segid 3A4 and resid 194 and name O 
(segid 3A4 and resid 195 and name C 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name N } 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB J 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB > 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 



19 
04 
.14 
.04 
.85 
3.07 
6.28 
7.25 
6.38 
6.55 
5.06 
6.89 
2.53 
1.23 
3.06 
2.45 
3.70 
1.33 
3.93 
4.58 
4.48 
5.17 
3.29 
5.67 
4.90 
4.62 
4.45 
3.87 
6.09 
6.03 
4.95 
4.49 
4.10 
7.18 
7.21 
7.27 
5.92 
1.53 
1.54 
2.41 
4.46 
3.82 
4.84 
2.44 
5.40 
5.57 
5.48 
5.63 
4.40 
6.71 
5.82 
5.28 
4.71 
4.66 
7.02 
7.34 
6.15 
5.75 
5.20 
8.63 
B.70 
7.32 
10.05 
9.60 
10.74 
9.97 
12.19 
11.67 
14.59 
15.71 
15.06 
16.43 
15.56 
18.41 
18.02 
18.03 
16.33 
16.42 
13.67 
13.91 



0.08 
0.11 
0.15 
0.14 
0.08 
0.09 
0.08 
0.13 
0.07 
0.10 
0.11 
0.10 
0.13 
0.09 
0.13 
0.06 
0.00 
0.01 
0.02 
0.02 
0.01 
0.07 
0.04 
0.07 
0.12 
0.07 
0.06 
0.04 
0.02 
0.08 
0.02 
0.03 
0.06 
0-05 
0.06 
0.05 
0.05 
0.11 
0.15 
0-09 
0.01 
0.03 
0.01 
0.02 
0.03 
0.01 
0.03 
0.06 
0.06 
0.09 
0.17 
0.09 
0.05 
0.07 
0.06 
0-11 
0.06 
0.06 
0.06 
0.07 
0.08 
0.08 
0.09 
0.13 
0.08 
0.10 
0.22 
0.07 
0.09 
0.20 
0.27 
0.28 
0.19 
0.33 
0.22 
0.32 
0.18 
0.26 
0.79 
1.51 
1.70 
1.29 
1.26 



0.07 
0.10 
0.16 
0.14 
0.07 
0.09 
0.09 
0.13 
0.07 
O.ll 
0.10 
0.11 
0.13 
0.09 
0.12 
0.05 
0.01 
O-02 
0.02 
0.01 
0.01 
0.07 
0.04 
0.06 
0.12 
0.07 
0.05 
0.05 
0.02 
0.09 
0.03 
0.04 
0.05 
0.04 
0.07 
0.05 
0.05 
0.10 
0.14 
0.08 
0.01 
0.03 
0.01 
0.03 
0.04 
0.02 
0.04 
0.06 
0.05 
0.09 
0.17 
0.09 
0.05 
0.07 
0.05 
0.11 
0.06 
0.07 
0.07 
0.07 
0.09 
0.08 
0.09 
0.13 
0.08 
0.10 
0.23 
0.06 
0.10 
0.19 
0.27 
0.28 
0.20 
0.32 
0.21 

0- 32 
0.17 
0.27 
0.79 

1- 52 
1.70 
1.28 
1.25 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



av»ign {segid 3A4 and resxd 191 and name CA ) 
assign segid 3A4 and resxd 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resxd 191 and name CA 
assign segid 3A4 and resid 191 and name CA 
assign segid 3A4 and resid 191 and name CA 
assign segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign segid 3A4 and resid 191 and name CA 
assign segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign seg\d 3A4 and resid 191 and name CA 
assign segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resxd 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resxd 191 and name CA 
assign (segid 3A4 and resid 191 and name CA 
assign (segid 3A4 and resid 191 and name CB 
assign (segid 3*4 and resid 191 and name CB 
assign (segid 3A4 and resid 191 and name CB 
assign (segid 3A4 and resxd 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB ) 
assign segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assxgn (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign segxd 3A4 and resid 191 and name CB 
assxgn (segid 3A4 and resid 191 and name CB 
assign (segid 3A4 and resid 191 and name CB 
assxgn (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB ) 
assign (segxd 3A4 and resid 191 and name CB ) 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assxgn (segid 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB ) 
assign (segid 3A4 and resid 191 and name CB 
assiqn (segxd 3A4 and resxd 191 and name CB ) 
assxgn (segxd 3A4 and resid 191 and name CB 
assign (segid 3A4 and resid 191 and name CB ) 
assign (segid 3A4 and resid 191 and name CB ) 
assign (segxd 3A4 and resxd 191 and name CB 
assxgn (segxd 3A4 and resid 191 and name CB ) 
assign (segid 3A4 and resid 191 and name CB ) 
assxgn (segxd 3A4 and resid 191 and name CB 
assxgn (segid 3A4 and resid 191 and name CB ) 
assign (segid 3A4 and resid 191 and name CB 
assxgn (segxd 3A4 and resid 191 and name CB ) 
assign (segid 3A4 and resid 191 and name CB 
assign (segid 3A4 and resid 191 and name CB 
assign (segid 3A4 and resid 191 and name CB 
assign Isegxd 3A4 and resxd 191 and name CB ) 
assxgn (segxd 3A4 and resxd 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and tesid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB ) 
70 assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assxgn (segxd 3A4 and resid 191 and name CB l 
assxgn (segid 3A4 and resid 191 and name CB 
75 assxgn (segid 3A4 and resid 191 and name CB ) 
assign (segxd 3A4 and resxd 191 and name CB 
assign (segid 3A4 and resxd 191 and name CB 
assxgn (segxd 3A4 and resxd 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and resid 191 and name CB 
assign (segxd 3A4 and tesid 191 and name cb 
assign (segid 3A4 and resid 191 and name cb j 
assign (segid 3A4 and resid 191 and name CB ) 



10.86 
11.41 
13.67 
15.04 
12.76 
12.71 
9.50 
11.72 
12.56 
14.38 



80 



(*egid 3A4 and resxd 243 and name CA 14.99 
(segid 3A4 and resid 243 and name CB 16.46 
(segid 3A4 and resid 244 and name CA IS. 22 
(segid 3A4 and resid 244 and name CB 15.97 
(segxd 3A4 and resid 245 and name CA 11.62 
(segxd 3A4 and resid 245 and name CB 10.95 
(segid 3A4 and resid 246 and name CA 
(segid 3A4 and resid 246 and name CB 
(segxd 3A4 and resxd 247 and name CA ) 
(segid 3A4 and resxd 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resxd 248 and name CB 
(segxd 3A4 and resid 249 and name CA 
(segxd 3A4 and resid 250 and name CA 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB 15.14 
(segid 3A4 and resid 252 and name CA ) 12.60 
(segid 3A4 and resid 252 and name CB ) 
(segxd 3A4 and resid 253 and name CA 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA J 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 192 and name C ) 
(segid 3A4 and resid 192 and name CA ) 
(segid 3A4 and resid 192 and name CB ) 
(segid 3A4 and resid 192 and name N 
(segid 3A4 and resid 192 and name O 
(segxd 3A4 and resid 193 and name C ) 
(segid 3A4 and resid 193 and name CA ) 
(segid 3A4 and resid 193 and name CB ) 
(segxd 3A4 and resid 193 and name N ) 
(segid 3A4 and resid 194 and name C 
(segxd 3A4 and resxd 194 and name CA ) 
(segxd 3A4 and resid 194 and name CB 
(segxd 3A4 and resxd 194 and name N ) 
<sogid*3A4 and resxd 195 and name CA 
(segxd 3A4 and resxd 195 and name CB 
(segid 3A4 and resid 195 and name N ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segxd 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB > 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resxd 202 and name CB 16.13 
(segid 3A4 and resxd 203 and name CA 19.09 
(segid 3A4 and resid 203 and name CB ) 18.73 
(segid 3A4 and resid 241 and name CA 16.32 
(segxd 3A4 and resxd 241 and name CB ) 16.46 
(segxd 3A4 and resxd 242 and name CA > 13.40 
(segxd 3A4 and resxd 242 and name CB ) 
(segxd 3A4 and resxd 243 and name CA 
(segxd 3A4 and resxd 243 and name CB 
(segxd 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA 
(segid 3A4 and cesid 246 and name CB 
(segid 3A4 and resid 247 and name CA 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA 13.12 
(segid 3A4 and resid 248 and name CB 13.18 
(segid 3A4 and resid 249 and name CA 9.82 
(segid 3A4 and resid 250 and name CA 11.71 
(segid 3A4 and resid 250 and name CB ) 12.40 
(segxd 3A4 and resxd 251 and name CA 14.65 
(segxd 3A4 and resid 251 and name CB 15.47 
segid 3A4 and reaxd 252 and name CA ) 13.20 
segid 3A4 and resxd 252 and name CB 12.21 
(segid 3A4 and resxd 253 and name CA 11.72 
segid 3A4 and resxd 254 and name CA > 14.72 
Uegld 3A4 and resxd 255 and name CA 17 03 
segid 3A4 and resid 256 and name CA 16.58 
segid 3A4 and resid 257 and name CA ) 16.66 



11.52 

11.37 

14.62 

16.66 

15.99 

16.24 
5.49 
4.50 
5.31 
3.17 
6.38 
6.98 
6.B5 
7.27 
5.65 
6.96 
6.61 
5.95 
6.09 
6.90 
6.22 
6.19 
9-61 
9.74 
11.28 
10.93 
11.66 
10.78 
12.89 
12.31 
15.53 
16.67 
16.04 
17.10 



13.49 
14.65 
16.07 
15.25 
16.09 
11.79 
11.10 
10.65 
10.99 
13.61 
14.99 



1.02 
1.01 
1.01 
1.12 
1.05 
1.21 
0.79 
0.82 
0.69 
0.74 
0.68 
0.73 
0.65 
0.73 
0.69 
0.77 
0.72 
0.97 
0.97 
1.08 
1.04 
1.07 
1.30 
1.73 
0.08 
0.11 
0.13 
0.11 
0.06 
0.06 
0.11 
0.18 
0.13 
0.06 
0.05 
0.12 
0.05 
0.06 
0.08 
0.06 
0.12 
0.17 
O.IO 
0.24 



1.02 
1.00 
1.01 
1.12 
1.05 
1.21 
0.79 
0.82 
0.69 
0.73 
0.67 
0.72 
0.66 
0.73 
0.69 
0.77 
0.72 
0.97 
0.97 
1.09 
1.03 
1.07 
1.30 
1.74 
0.08 
0.11 
0.13 
0.11 
0.05 
0.06 
0.11 
0.18 
0.13 
0.07 
0.05 
0.11 
0.06 
0.06 
0.09 
0.06 
0.11 
0.18 
0.10 
0.24 
0.11 
0.16 
0.22 
0.30 
0.25 
0.15 
0.30 
0.32 
0.43 
0.27 
0.31 
1.62 
1.78 
1.43 
1.41 
1.17 
1.16 
1.14 
1.24 
1.15 
1.29 
0.95 
0.99 
0.83 
0.87 
0.79 
0.82 
0.73 
0.75 
0.73 
0.79 
0.76 
0.93 
0.94 
1.04 
1.02 
1.05 
1.26 
1.70 



10 
0.15 
0-23 
0.29 
0.24 
0.15 
0.30 
0.32 
0.42 
0.27 
0.31 
1.61 
1.78 
1.44 
1.41 
1.16 
1.15 
1.14 
1.23 
1.16 
1.29 
0.95 
0.99 
0.83 
0.87 
0.78 
0.82 
0.73 
0.75 
0.73 
0.78 
0.76 
0.94 
0.94 



,05 
,01 
.04 
.26 



1.70 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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(segid 3A4 
(sag id 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(■segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
t segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and res id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 
and resid 



191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 
191 and 

191 and 

192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 
192 and 



N 

name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 
name N 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 0 
name O 
name 
name 
name 
name 
name 
name 
name 
name 
name 



O 
O 
0 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
c 
c 
c 

name C 
name C 
name 
name 
name 
name 
name 
name 
name 



name 
name 
name 
name 
name 



name 
name 
name 
name 



name 
name 
name 
name C 
name C 
name 
name 
name 
name 
name 



C 
C 
C 
C 
C 
C 

c 

name CA 
name CA ) 
name CA ) 
name CA ) 
CA ) 
CA ) 
CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(*egid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 191 and name C ) 
and resid 191 and name CA ) 
and resid 191 and name CB ) 
and resid 191 and name 0 ) 
and resid 192 and name C ) 
and resid 192 and name CA ) 
and resid 192 and name CB ) 
and resid 192 and name N ) 
and resid 192 and name O ) 
and resid 193 and name C ) 
and resid 193 and name CA ) 
and resid 193 and name CB ) 
and resid 193 and name N ) 
and resid 193 and name O ) 
and resid 194 and name C ) 
and resid 194 and name CA ) 
and resid 194 and name CB ) 
and resid 194 and name N J 
and resid 194 and name O ) 
and resid 195 and name CA ) 
and resid 195 and name CB ) 
and resid 195 and name N ) 
and resid 191 and name CB ) 
and resid 192 and name C ) 
and resid 192 and name CA ) 
and resid 192 and name CB ) 



I 
> 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
> 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 



and resid 192 and name N ) 
and resid 192 and name O ) 
and resid 193 and name C ) 
and resid 193 and name CA ) 
and resid 193 and name CB ) 
and resid 193 and name N > 
and resid 193 and name O ) 
and resid 194 and name C ) 
and resid 194 and name CA ) 
and resid 194 and name CB > 
and resid 194 and name N ) 
and resid 194 and name O ) 
and resid 195 and name C ) 
and resid 195 and name CA ) 



and resid 195 and name CB 
and resid 195 and name N 
and resid 195 and name O 
and resLd 196 and name C 
and resid 196 and name CA 
and resid 196 and name CB 
and resid 196 and name N 
and resid 197 and name N 
and resid 198 and name CG 
and resid 198 and name N 
and resid 192 and name CB ) 
and resid 192 and name O ) 
and resid 193 and name C ) 
and resid 193 and name CA ) 
and resid 193 and name CB ) 
and re3id 193 and name N ) 
and resid 193 and name O ) 
and resid 194 and name C ) 
and resid 194 and name CA ) 
and resid 194 and name CB ) 
and resid 194 and name N > 
and resid 194 and name O > 
and resid 195 and name C ) 
and resid 195 and name CA ) 
and resid 195 and name CB ) 
and resid 195 and name N ) 
and resid 195 and name 0 ) 
and resid 196 and name C ) 
and resid 196 and name CA > 
and resid 196 and name CB ) 
and resid 196 and name N > 
and resid 196 and name O ) 
and resid 197 and name CA ) 
and resid 197 and name CB ) 



and resid 197 and name N 
and resid 198 and name N 
and resid 192 and name C 
and resid 192 and name CB 
and resid 192 and name O 
and resid 193 and name C 
and resid 193 and name CA ) 
and resid 193 and name CB ) 
and resid 193 and name H ) 



2.45 
1.46 
2.46 
3.48 
4.74 
4.21 
4.94 
2.82 
5.84 
5. "70 
5.33 
5.33 
4.33 
6.92 
6.58 
5.78 
5.31 
4.93 
7.79 
7.20 
6.91 
6.12 
3.35 
3.01 
2.78 
4.25 
2.24 
3.52 
4.10 
4.36 
5.28 
3.41 
5.03 
3.81 
3.76 
3.67 
3.30 
4.98 
4.95 
3.78 
3.47 
2.94 
6.07 
7.22 
6.37 
6.64 
5.00 
6.93 
7.66 
7.78 
2.51 
1.24 
3.04 
2.45 
3.72 
1.33 
3.85 
4.50 
4.50 
5.30 
3.34 
5.47 
4.73 
4.43 
4.25 
3.78 
5.93 
6-02 
4.91 
4.54 
4.00 
7.17 
7.20 
7.22 
5.91 
7.78 
1.52 
1.52 
2.40 
4.41 
3.82 
4 .86 
2.43 



0.02 
0.01 
0.02 
0.02 
0.05 
0.05 
0.09 
0.06 
0.05 
0.06 
0.10 
0.20 
0.09 
0.06 
0.04 
0.04 
0.11 
0.04 
0.03 
0.05 
0.08 
0.05 
0.06 
0.05 
0.02 
0.03 
0.01 
0.12 
0.05 
0.05 
0.10 
0.05 
0.08 
0.06 
0.04 
0.09 
0.04 
0.05 
0.08 
0.06 
0.07 
0.08 
0.07 
0.10 
0.12 
0.15 
0.11 
0.09 
0.16 
0.06 
0.04 
0.01 
0.05 
0.04 
0.0S 
0.01 
0.09 
0.05 
0.03 
0.07 
0.03 
0.11 
0.07 
0.07 
0.06 
0.07 
0.06 
0.12 
0.12 
0.17 
0.08 
0.12 



0.03 
0.00 
0.03 
0.03 
0.04 
0.06 
0.10 



05 
06 
06 
,11 
.19 
.08 
0.06 
0.04 
0.04 
0.10 
0.04 



0.03 



04 
05 
08 
OS 
,05 
0.05 
0.02 
0.02 
0.01 
0.13 
0.05 
0.06 
0.09 
0.04 
0.09 
0.06 
0.04 
0.09 
0.03 
0.05 
0.08 
0.06 
0.07 
0.07 
0.07 
0.11 
0.12 
0.15 
0.10 
0.08 
0.16 
0.07 
0.04 
0.00 
0.04 
0.04 
0.05 
0.01 
0.09 
0.04 
0.03 
0.08 
0.03 
0.11 
0.08 
0.08 
0.07 
0.07 
0.07 
0.12 
0.12 
0.17 
0.09 
0.12 
0.08 
0.07 
0.11 
0.09 
0.01 
0.02 
O.00 
0.05 
0.03 
0.06 
0.03 
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assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA > 
assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
5 assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA 
10 assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
15 assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
assign (segid 3A4 and resid 192 and name CA ) 
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0.34 
0.31 
0.35 
0.34 
0.43 
0.50 
0.69 
0.61 
0.72 
0.62 
0.97 
0.96 
1.09 
0.02 
0.01 



.45 



0.59 
0.69 
0.59 
0.94 
0.94 
1.07 
l.OO 
0.06 
0.06 
0.07 
0.06 
0.17 
0.07 
0.06 
0.06 
0.06 
0.06 
0.11 
0.14 
0.09 
0.14 
0.15 
0.20 
0.11 
0.17 
0.15 
0.11 
0.14 
0.51 
0.47 
0.50 
0.22 
0.15 
0.31 
0.37 
0.45 
0.43 
0.44 
0.50 
1.17 
1.40 
0.83 
0.81 
0.60 
0.62 
0.78 
0.62 
0.79 
0.31 
0.34 
0.31 
0.36 
0.35 
0.43 
0.50 
0.69 
0.61 
0.71 
0.62 
0.96 
0.96 
1.08 
0.02 



.52 
.21 



I StSQIU jni bhu — 

(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name O 
(segid 3A4 and resid 196 and name C 
(segid 3A4 and resid 196 and name CA 
(segid 3A4 and resid 196 and name CB 
(segid 3A4 and resid 196 and name N 
(segid 3A4 and resid 196 and name 0 
(segid 3A4 and resid 197 and name CA 



5. 
5. 
5.28 
4.25 
6.73 
6.43 
5.54 



(segid 3A4 and resid 197 and name CB ) 



04 
03 
,03 
.02 
.06 
.03 
0.11 
0.09 
0.09 
0.06 
0.09 
09 
10 
11 
12 
09 
09 
08 
06 



01 
.04 
.03 
.03 
.03 
.07 



0.03 
0.10 
0.09 
0.08 
0.07 
0.08 
0.08 
0.09 
0.10 
0.13 
0.09 
0.10 
0.08 
0.07 



190 



) 
) 
> 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
i 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



assign (segid 3A4 and resid 193 and name N 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name 0 
assign (segid 3A4 and resid 193 and name 0 
5 assign < segid 3A4 and resid 193 and name 0 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign ( segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
10 assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assiqn (segid 3A4 and resid 193 and name O 
15 assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
20 assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
25 assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
assign (segid 3A4 and resid 193 and name O 
30 assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and zesid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and xesid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
35 assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
40 assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
45 assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
50 assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name c 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name C 
55 assign (segid 3A4 and resid 194 and name c 
assign (segid 3A4 and resid 194 and name C 
assign (segid 3A4 and resid 194 and name CA 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA > 
60 assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA 
65 assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA ) 
70 assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA ) 
75 assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA J 
assign (segid 3A4 and resid 194 and name CA 1 
assign (segid 3A4 and resid 194 and name CA ) 
assign (segid 3A4 and resid 194 and name CA 
80 assign (segid 3A4 and resid 194 and name CA 
assign (segid 3A4 and resid 194 and name CA J 
assign (segid 3A4 and resid 194 and name CA 
assign (segid 3A4 and resid 194 and name CA ) 



(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 193 and name CB ) 
(segid 3A4 and resid 194 and name C } 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name N ) 
(segid 3A4 and resid 194 and name O ) 
(segid 3A4 and resid 195 and name C ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name N ) 
(segid 3A4 and resid 195 and name O ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N ) 
(segid 3A4 and resid 196 and name O ) 
(segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB > 
(segid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 197 and name O ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name O ) 
(segid 3A4 and resid 195 and name C ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
{segid 3A4 and resid 195 and name N ) 
(segid 3A4 and resid 195 and name 0 ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resid 196 and name CA 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N ) 
(segid 3A4 and resid 196 and name O ) 
(segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 197 and name O ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N > 
(segid 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 194 and name C ) 
{segid 3A4 and resid 194 and name CB ) 



6.08 
3.30 
2.98 
2.78 
4.28 
2.27 
3.34 
4.22 
4.48 
5.48 
3.53 
5.14 
3.94 
3.86 
3.72 
3.40 
5.11 
5.12 
3.95 
3.58 
4.98 
3.10 
6.25 
7.41 
6.53 
6.76 
6.62 
5.16 
7.08 
2.52 
1.23 
3.02 
2.44 
3.71 
1.33 
3.85 
4.51 
4.43 
5.17 
3.25 
5.53 
4.89 
4.54 
4.25 
5.43 
3.84 
6.12 
6.14 
5.10 
4.69 
4.40 
4.18 
7.32 
7.18 
7.12 



0.09 
0.04 
0.09 
0.03 
0.02 
0.01 
0.22 
0.11 
0.08 
0.11 
0.08 
0.07 
0.10 
0.15 
0.16 



(Segiu -wi auu - 

{segid 3A4 and resid 194 and name o 
(segid 3A4 and resid 195 and name C , 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name N J 
(segid 3A4 and resid 195 and name 0 ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB J 
(segid 3A4 and resid 196 and name N ) 
(segid 3A4 and resid 196 and name 0 
(segid 3A4 and resid 197 and name C 



(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name CG J 
(segid 3A4 and resid 197 and name N 
(segid 3A4 and resid 197 and name O ) 
(segid 3A4 and resid 198 end name C ) 
(segid 3A4 and resid 198 and name CA j 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N 
I segid 3A1 and resid 199 and name CA 
segid 3A4 and resid 199 and name CB 
segid 3A4 and resid 199 and name N ) 



0.09 
0.03 
0.09 
0.03 
0.02 
0.02 
0.22 
0.10 
0-09 
0.12 
0.08 
0.07 
0.10 
0.14 
0.17 
0.15 
0.09 
0.12 
0.09 
0.06 
0.07 
0.11 
0.11 
0.19 
0.18 
0.18 
0.29 
0.17 
0.18 
0.04 
0.01 
0.03 
0.02 
0.03 
0.01 
0.03 
0.11 
0.10 
0.10 
0.09 
0.19 
0.08 
0.15 
0.27 
0.32 
0.08 
0.07 
0.04 
0.06 
0.0B 
0.19 
0.05 
0.05 
0.10 
0.17 
0.07 
0.01 
0.01 
0.01 
0.01 
0.02 
0.02 
0.02 
0.04 
0.09 
0.06 
0.07 
0.06 
0.15 
0.09 
0.1S 
0.28 
0.34 
0.10 
0.10 
0.08 
0.08 
0.08 
0.20 
0.08 
0.11 
0.17 
0.10 



5.94 
1.53 
1.54 
2.40 
4.43 
3.80 
4.85 
2.42 
5.33 
5.51 
5.46 
5.68 
4.39 
6.60 
5.78 
5.17 
4.47 
5.54 
4.63 
6.98 
7.43 
6.25 
5.88 
5.30 
5.25 
8.60 
8.56 
7.33 



16 
10 
12 
08 
06 
07 
0.10 
0.11 
0.19 
0.18 
0.18 
0.30 
0.18 
0.18 
0.03 
0.00 
0.03 
0.01 
0.02 
0.00 
0.03 
0.11 
0.10 
0.11 
0.10 
0.19 
0.08 
0.14 
0.27 
0.31 
0.07 
0.07 
0.05 
0.06 
0.08 
0.19 
0.05 
0.06 
0.10 
0.18 
0.07 
0.01 
0.02 
0.01 
0.01 
0.02 
0.03 
0.02 
0.04 
0.09 
0.07 
0.08 
0.06 
0.15 
0.09 
0.16 
0.29 
0.35 
0.09 
0.10 
0.07 
0.08 
0.08 
0.19 
0.08 
0.11 
0.18 
0.09 



191 



assign (segid 3A4 and resid 194 and name CA 

assign segid 3A4 and resid 194 and name CA 

assign {sogid 3A4 and resid 194 and name CA 

assign {segid 3A4 and resid 194 and name CA 

assign I segid 3A4 and resid 194 and name CA 

assign {segxd 3A4 and resid 194 and name CA 

assign (segid 3A4 and resid 194 and name CA 
assign (segid 3A4 and resid 194 and name CA 



(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and tesid 201 and name CA > 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and cesid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB > 
(segid 3A4 and resid 204 and name CA ) 



10.31 
10.99 
10.22 
12.43 
11.90 
14.53 
14.23 
15.81 
15.20 



10 



15 



20 



25 



assign (segid 3A4 and resid 194 ana name ~- - and name CT , 

assign (segid 3A4 and resid 194 and name CA segid 3M ana ^ ) ^ ^ 

assign (segid 3A4 and resid 194 and name CA segid 3A4 and re ^ ^ ^ ^ ) 
assign (segid 3A4 and resid 194 and name CA segia and namB CA ) 18.61 

assign (segid 3A4 and resid 194 and name CA segid 3A4 ana ^ ^ ^ cb ) _ _ 

assign (segid 3A4 and resid 194 and name CA segia w ^ ^ ^ } 

assign (segid 3A4 and resid 194 and name CA segid 3A4 ana ^ ^ ^ ) 

assign (segid 3A4 and resid 194 and name CA segia jm a ^ ^ } 

assign (segid 3A4 and resid 194 and name CA segid 3A« ana ^ ^ ) 

assign (segid 3A4 and resid 194 and name CA segid 3A4 ana ^ ^ 

assign SS S3 82 S S= S 1 ESS S, and resid 221 and name CB J 

L " (segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 



30 



35 



assign 
assign 
as sign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB > 



(segid 3A4 and resid 194 and name ^ ~» — — - CA ) 

(segid 3A4 and resid 194 and name CA segid 3A4 and resid 2 ^ ^ j 

(segid 3A4 and resid 194 and name CA ) segia JAa an 

(selid 3A4 and resid 194 and name CA segid 3A4 and resid 242 ^ ^ ) 



40 



45 



50 



55 



(segid 3A4 
- (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



60 



65 



70 



75 



80 



iseqiu ojiu 

(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
and resid 194 and name CA ) 
and resid 194 and name CA ) 
and resid 194 and name CA ) 
and resid 194 and name CA ) 
and resid 194 and name CA ) 
and resid 194 and name CA ) 
and resid 194 and name CA ) 
and resid 194 and name CA ) 
I5filuu and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CA ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB > 
assign (segid 3A4 and resid 194 and name CB ) 
assign (segid 3A4 and resid 194 and name CB ) 
assign (segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB > 
assign (segid 3A4 and resid 194 and name CB ) 
assign (segid 3A4 and resid 194 and name CB ) 
and resid 194 and name CB ) 
and resid 194 and name CB ) 
and resid 194 and name CB ) 
and resid 194 and name CB ) 
wy i ^ ^ and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB } 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and re 3 id 194 and name CB 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 194 and name CB 
(segid 3A4 and resid 194 and name CB 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB 1 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 195 and name C ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name N ) 
(segid 3A4 and resid 195 and name O ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N ) 
(segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CA ) 
(segxd 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
{segid 3A4 and resid 199 and name CA ) 
(seqid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA > 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 702 and name CA ) 
(segid 3A4 and resid 202 and name CB } 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 



18.22 
18.59 
17.55 
17.05 
16.34 
14.94 
13.91 
18.18 
17.94 
16.60 
18.02 
17.62 
17.70 
17.89 
14.59 
14.60 
12.99 
13.73 
14.31 
15.80 
13.24 
13.64 
9.56 
9.08 
10.29 
11.38 
12.32 
13.49 
10.09 
9.59 
7.72 
11.02 
12.13 
12.48 
12.85 
10.18 
8.76 
10.53 
14.08 
15.13 
14.31 
15.67 
5.42 
4.44 
5.29 
3.13 
6.27 
6.91 
6.82 
7.32 
5.62 
6.92 
6.50 
5.72 
6.5B 
6.05 
6.99 
6.33 
5.50 
6.21 
9.53 
9.55 
11.49 
11.86 
10.98 
13.09 
12.50 
15.46 
15.26 
16.78 
16.19 



0.35 
0.35 
0.43 
0.16 
0.15 
0.15 
0.21 
0.23 
0.26 
0.26 
0.31 
0.19 
0.17 
0.57 
0.58 
0.68 
0.79 
0.63 
0.64 
0.66 
0.77 
0.73 
1.11 
1.14 
0.84 
0.79 
1.03 
1.23 
0.73 
0.70 
0.58 
0.57 
0.60 
0.75 
0.67 
0.84 
0.35 
0.38 
0.33 
0.38 
0.35 
0.45 
0.51 
0.69 
0-59 
0.68 
0.59 
0.93 
0.94 
1.04 
0.96 
1.09 
1.21 
1.54 
0.08 
0.09 
0.11 
0.11 
0.06 
0.10 
0.07 
0.07 
0.09 
0.13 
0.18 
0.35 
0.46 
0.08 
0.08 
0.05 
0.15 
0.08 
0.14 
0.21 
0.31 
0.34 
0.45 
0.18 
0.21 
0.14 
0.19 
0.21 
0.27 



0.35 
0.34 
0.44 
0.16 
0.15 
0.15 
0.22 
0.24 
0.26 
0.26 
0.31 
0.18 
0.17 
0.58 
0.58 
0.69 
0.79 
0.63 
0.64 
0.65 
0.78 
0.73 
1.10 
1.13 
0.84 
0.79 
1.03 
1.23 
0.72 
0.70 
0.58 
0.57 
0.59 
0.76 
0.66 
0.84 
0.35 
0.39 
0.33 
0.37 
0.36 
0.46 
0.51 
0.69 
0.60 
0.69 
0.60 
0.94 
0.95 
1.04 
0.96 
1 .08 
1.21 
1.54 
0.07 
0.09 
0.11 
0.10 
0.07 
0.09 
0.07 
0.06 
0.08 
0.12 
0.19 
0.34 
0.46 
0.09 
0.08 
0.05 
0.15 
0.09 
0.14 
0.22 
0.31 
0.34 
0.45 
0.19 
0.21 
0.13 
0.19 
0.21 
0.27 



192 



10 



15 



(segid 3A4 and resxd 194 and name CB ) 
assiqn (segxd 3A4 and resxd 194 and name CB ) 
assign (segid 3A4 and resxd 194 and name CB 
assign (segid 3A4 and rosid 194 and name CB 
5 assign (segid 3A4 and resid 194 and name CB 
assign (segid 3A4 and resid 194 and name CB 
assign (segid 3A4 and resid 194 and name CB 
assign (segid 3A4 and resid 194 and name CB ) 
assign (segid 3A4 and resid 194 and name CB ) 

^ : . , j _ . M a a a 3 nH names CB 



assign 
assign 



(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and tesid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segxd 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 



assign (segid 3A4 and resid »« ana name « ~j ™ ^ ^ CB , 

assign (segid 3A4 and resid 194 and name CB segid 3M and ^ ^ ^ ^ 



assign 
assign 
assign 
assign 
assign 



17.33 

16.39 

19.30 

18.93 

18.59 

17.61 

16.84 

16.02 

14.98 

14.06 

18.38 

17.84 

16.44 

18.21 

17.92 

17.77 

17.92 

14.86 

15.01 



20 



25 



30 



35 



40 



45 



0.28 
0.32 
0.24 
0.22 
0.59 
0.58 
0.70 
0.80 
0.66 
0.68 

IseTio EI ana res'ia 194 and name CB , (segid 3A4 and resid ||2 ana name £ , j-.jj 0.68 
segid 3A4 and resid 194 and name CB ) segid 3A4 and resid 224 and name CA ^ 
(segid 3A4 and resid 194 and name CB segid 3A4 and resid £g a ^ ^ 

se^id 3A4 and resid 194 and name CB segid 3A4 and resid 225 and name Ll6 
assign isegid 3A4 and resid 194 and name CB segid 3A and resid 225 and name ^ . ^ ?? ^ 
assign (segid 3A4 and resid 194 and name CB segid 3A4 ana r ^ o.B5 

assign (segid 3A4 and resid 194 and name CB segid 3A4 and res ^ ^ ^ 86 

assign (segid 3A4 and resid 194 and name CB segid 3A4 ana ^ cb } ^ QX 

assign (segid 3A4 and resxd 194 and name CB ) segid ^ ana re Q fl4 

assign (segid 3A4 and resid 194 and name CB segid 3A4 and resid 24 ^ ^ } ^ Q 

assign (segid 3A4 and resid 194 and name CB segid JA« ana ^ ^ Q0 g.67 

assign (segid 3A4 and resid 194 and name CB ) segid 3A4 ana resia Q fi7 

assign segid 3A4 and resid 194 and name CB segid 3A4 and resxd 243 and nam q ^ 

assign (segid 3A4 and resid 194 and name CB segid 3A4 and resid 2 ^ ^ } ^ ^ 

assign (segid 3A4 and resid 194 and name CB segid 3A4 a a ^ ^ } 

assign (segid 3A4 and resid 194 and name CB segia ja* ^ cq } 

assign (segxd 3A4 and resid 194 and name CB segid 3A4 and res ^ ^ ^ j 

assign (segxd 3A4 and resid 194 and name CB segid ja 24fi ^ ^ CB | 

assign (segid 3A4 and resid 194 and name CB segid A ^ ^ ^ , 

SSS l=E3 SS =5 Tesid ill =S name 5 K 3A4 and resid 247 and name CB > 
assxgn (segid 3A4 and resid 194 and name CB 
assign (segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB } 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segxd 3A4 and resid 194 and name CB ) 
(segxd 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resxd 194 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
a3Siy .. (segid 3A4 and resid 194 and name CB ) 
assign (segid 3A4 and resid 194 and name CB 
assign (segid 3A4 and resid 194 and name CB 
assxgn (segid 3A4 and resxd 194 and name CB ) 



assign 

assign . 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



assign (segid 3A4 and resid 194 and name » 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 and name N 
assign (segid 3A4 and resid 194 " 5 — 
assign (segid 3A4 and resid 194 
assign (segid 3A4 and resid 194 
assign (segxd 3A4 and resid 194 
(segxd 3A4 and resid 194 
(segid 3A4 and resid 194 
(segid 3A4 and resid 194 and name N 
(segid 3A4 and resid 194 and name N 
(segid 3A4 and resid 194 and name N 
(segid 3A4 and resid 194 and name 0 
(segid 3A4 and resid 194 and name O 
ast^y.. (segid 3A4 and resid 194 and name 0 
assign (segxd 3A4 and resid 194 and name 0 
assign (segid 3A4 and resid 194 and name O 
(segid 3A4 and resid 194 and name O 
I segid 3A4 and resid 194 and name 0 
(segid 3A1 and resid 194 and name 0 
aaaJ . y » (segid 3A1 and resid 194 and name 0 
80 assign (segid 3A4 and resid 194 and name O 
assign (segid 3A4 and resid 194 and name O 
assign (segid 3A4 and resid 194 and name o 
assign (segid 3A4 and resid 194 and name O 



50 



55 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assign 



assign 
assign 
assign 
assign 



and name N 
and name N 
and name N 
and name N 
and name N 
and name K 



\ cevjiw ~ — — . 

(segid 3A4 and resid 248 and name CA > 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
I segid 3A4 and resid 250 and name CA ) 
t segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA > 
(segid 3A4 and resid 251 and name CB ) 
( segid 3A4 and resid 252 and name CA > 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resxd 254 and name CA ) 
(segxd 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segxd 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 194 and name C ) 
(segid 3A4 and resid 194 and name CA > 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 194 and name O ) 
(segid 3A4 and resid 195 and name C ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name N ) 
(segid 3A4 and resxd 195 and name 0 > 
(segid 3A4 and resxd 196 and name C ) 
(segxd 3A4 and resid 196 and name CA ) 
(segxd 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N ) 
(segxd 3A4 and resxd 196 and name O ) 
(segxd 3A4 and tesid 197 and name C ) 
(segxd 3A4 and resxd 197 and name CA ) 
(segxd 3A4 and resxd 197 and name CB > 
(segxd 3A4 



» v ^ « and resxd 197 and name CG ) 

(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 19*7 and name 0 ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name C ) 
(segxd 3A4 and resxd 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name N ) 
(segid 3A4 and resid 195 and name 0 ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resad 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N J 
(segid 3A4 and resid 196 and name O ) 
(3egid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CA ) 



9.46 
9.12 
9.67 
10.75 
11.61 
12.87 
9.56 
9.27 
6.80 
9.85 
10.99 
11.48 
11.99 
9.19 
7.85 
9.19 
12.75 
13.97 
13.21 
14.42 
17.44 
2.43 
1.46 
2.48 
3.44 
4.70 
4.18 
4.95 
2.79 
5.79 
5.66 
5.34 
5.41 
4.32 
6.85 
6.53 
5.67 
5.07 
6.29 
4.89 
7.75 
7.30 
7.06 
6.63 
6.17 
3.36 
2.93 
2.77 
4.23 
2.25 
3.41 
3.95 
4.24 
5.19 
3.31 
4.B3 
3.79 
3.66 



0.78 
0.97 
0.51 
0.54 
0.41 
0.46 
0.44 
0.54 
0.51 
0.71 
0.63 
0.72 
0.63 
0.96 
0.96 
1.06 
1.00 
1.09 
1.22 
1.59 
1.20 
0.01 
0.00 
0.03 
0.07 
0.04 
0.05 
0.04 
0.07 
0.06 
0.05 
0.07 
0.08 
0.07 
0.08 
0.06 
0.08 
0.18 
0.23 
0.05 
0.07 
0.08 
0.09 
0.21 
0.08 
0.06 
0.12 
0.04 
0.03 
0.01 
0.09 
0.26 
0.24 
0.26 
0.21 
0.33 
0.05 
0.11 



0.28 
0.33 
0.23 
0.23 
0.58 
0.59 
0-70 
0.79 
0.67 
0.68 
0.68 
0.81 
0.78 
1.14 
1.16 
0.B8 
0.84 
1.07 
1.25 
0.83 
0.82 
0.68 
0.67 
0.66 
0.81 
0.78 
0.97 
0.50 
0.54 
0.42 
0.45 
0.43 
0.54 
0.50 
0.70 
0.63 
0.72 
0.63 
0.96 
0.97 
1.06 
0.99 
1.10 
1.22 
1.58 
1.20 
0.02 
0.00 
0.02 
0.07 
0.05 
0.06 
0.03 
0.06 
0.06 
0.05 
0.06 
0.07 
0.06 
0.08 
0.06 
0.08 
0.18 
0.22 
0.04 
0.06 
0.09 
0.09 
0.22 
0.08 
0.06 
0.11 
0.03 
0.04 
0.00 
0.09 
0.25 
0.24 
0.25 
0.21 
0.32 
0.05 
0.11 
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assign (segxd 3A4 and res id 194 and name O 
assign (segid 3A4 and resid 194 and name O 
assign (segid 3A4 and resxd 194 and name O 
assign (segid 3A4 and resxd 194 and name O 
5 assign (segid 3A4 and resid 194 and name 0 
assign (segid 3A4 and resid 194 and name 0 
assign (segid 3A4 and resxd 194 and name O 
assign (segxd 3A4 and resxd 194 and name 0 
assxgn (segxd 3A4 and resxd 194 and name O 
10 assxgn (segxd 3A4 and resxd 194 and name " 
assxgn (segxd 3A4 and resxd 194 and name 
assign (segid 3A4 and resxd 194 and name 
assxgn (segxd 3A4 and resxd 194 and name 
assxgn (segxd 3A4 and resxd 194 and name 
15 assxgn (segxd 3A4 and resxd 194 and name 
assign (segxd 3A4 and resid 194 and name 
assxgn (segxd 3A4 and resxd 195 and name 
assxgn (segxd 3A4 and resxd 195 and name 
assign (sogxd 3A4 and resxd 195 and name 
20 assign (segxd 3A4 and resxd 195 and name 
assign (segxd 3A4 and resxd 195 and name 
assxgn (segxd 3A4 and resxd 195 and name 



(segxd 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name CG > 
(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and xesid 197 and name O ) 
(segid 3A4 and resxd 198 and name C > 
(segid 3A4 and resxd 198 and name CA ) 
(segxd 3A4 and resxd 198 and name CB ) 
(segxd 3A4 and resxd 198 and name CG ) 
(segxd 3A4 and resxd 198 and name N ) 
(segxd 3A4 and resxd 198 and name O ) 
(segid 3A4 and resxd 199 and name C ) 
(segid 3A4 and resxd 199 and name CA ) 
(segid 3A4 and resxd 199 and name CB ) 



laeiji.u jn» — — — 

assxgn (segxd 3A4 and resxd 195 and name C 
assign (segxd 3A4 and resxd 195 and name C 
25 assign (segid 3A4 and resid 195 and name C 
assign (segid 3A4 and resxd 195 and name C 
ossxgn (segid 3A4 and resxd 195 and name C 
assxgn (segid 3A4 and resxd 195 and name C 
assxgn (segid 3A4 and resxd 195 and name C 
30 assxgn (segxd 3A4 and resxd 195 and name C 
assxgn (segxd 3A4 and resxd 195 and name 
assxgn (segxd 3A4 and resxd 195 and name 
assxgn (segid 3A4 and resid 195 and name 
assign (segid 3A4 and resxd 195 and name 
35 assxgn (segid 3A4 and resxd 195 and name 
assxgn (segxd 3A4 and resid 195 and name 
assxgn (segid 3A4 and resxd 195 and name C 
assxgn (segid 3A4 and resid 195 and name C 
assign (segid 3A4 and resid 195 and name C 
40 assxgn (segxd 3A4 and resxd 195 and name C 
assxgn (segid 3A4 and resxd 195 and name C 
assxgn (segxd 3A4 and resid 195 and name C 
assxgn (segxd 3A4 and resxd 195 and name C 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
45 assign (segid 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
assign (segxd 3A4 and resid 195 and name CA ) 
assign (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
50 assxgn (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segid 3A4 and resid 195 and name CA ) 
assign (segid 3A4 and resxd 195 and namo CA ) 
assxgn (segxd 3A4 and resid 195 and name CA ) 
55 assxgn (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resxd 195 and name CA > 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resxd 195 and name CA > 
assxgn (segid 3A4 and resxd 195 and name CA ) 
60 assxgn (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segid 3A4 and resxd 195 and name CA ) 
assxgn (segid 3A4 and resxd 195 and name CA ) 
assign (segid 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
65 assign (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
assxgn (segid 3A4 and resid 195 and name CA ) 
assign (segid 3A4 and resid 195 and name CA ) 
70 assign (segid 3A4 and resid 195 and name CA > 
assign (segid 3A4 and resid 195 and name CA ) 
assign (segid 3A4 and resid 195 and name CA ) 
assign (segid 3A4 and resid 195 and name CA ) 
assign (segid 3A4 and resid 195 and name CA ) 
75 assxgn (segid 3A4 and resxd 195 and name CA ) 
assxgn (segxd 3A4 and resid 195 and name CA > 
assxgn (segxd 3A4 and resxd 195 and name CA ) 
assign (segxd 3A4 and resid 195 and name CA ) 
assign (segid 3A4 and resid 195 and name CA ) 
80 assign (segxd 3A4 and resid 195 and name CA ) 
assxgn (segxd 3A4 and resid 195 and name CA 
assign (segid 3A4 and resid 195 and name CA ) 
assign (segid 3A4 and resid 195 and name CA ) 
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(segxd 3A4 and resxd 199 and name N 
(segxd 3A4 and resxd 200 and name N 
(segxd 3A4 and resxd 24 5 and name O 
(segxd 3A4 and resid 195 and name CB 
(segxd 3A4 and resid 195 and name O 
(segxd 3A4 and resid 196 and name C 
(segxd 3A4 and resxd 196 and name CA 
(segxd 3A4 and resxd 196 and name CB 
(segxd 3A4 and re3xd 196 and name N 
(segxd 3A4 and resid 196 and name 0 
(segid 3A4 and resid 197 and name C 
(segid 3A4 and resxd 197 and name CA 
(segxd 3A4 and resxd 197 and name CB ) 
(segid 3A4 and resxd 197 and name CG ) 
(segxd 3A4 and resxd 197 and name N ) 
(segid 3A4 and resxd 197 and name O ) 
(segxd 3A4 and resxd 198 and name C ) 
(segxd 3A4 and resxd 198 and name CA ) 
(segxd 3A4 and resxd 198 and name CB ) 
(segxd 3A4 and resxd 198 and name CG ) 
(segxd 3A4 and resxd 198 and name N ) 
(segxd 3A4 and resxd 198 and name O ) 
(segid 3A4 and resid 199 and name C ) 
(segxd 3A4 and resxd 199 and name CA ) 
(segxd 3A4 and resxd 199 and name CB ) 
(segxd 3A4 and resid 199 and name N ) 
(segxd 3A4 and resxd 199 and name O ) 
(segxd 3A4 and resxd 200 and name CA } 
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(segxd 3A4 and resxd 200 and name N 
(segxd 3A4 and resid 245 and name CB 
(segxd 3A4 and resid 195 and name C 
(segxd 3A4 and resxd 195 and name CB 
(segid 3A4 and resxd 195 and name O 
(segxd 3A4 and resxd 196 and name C 
(segxd 3A4 and resxd 196 and name CA ) 
(segxd 3A4 and resxd 196 and name CB ) 
(segid 3A4 and resxd 196 and name N ) 
(segid 3A4 and resxd 196 and name O ) 
(segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resxd 197 and name CA ) 
(segid 3A4 and resxd 197 and name CB ) 
(segid 3A4 and resxd 197 and name CG ) 
(segid 3A4 and resxd 197 and name N ) 
(segid 3A4 and resxd 197 and name O > 
(segid 3A4 and resxd 198 and name C ) 
(segid 3A4 and resxd 198 and name CA ) 
(segid 3A4 and resxd 198 and name CB ) 
(segid 3A4 and resxd 198 and name CG ) 
{segid 3A4 and resxd 198 and name N ) 
(segxd 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name C ) 
(segid 3A4 and resid 199 and name CA ) 
(segxd 3A4 and resxd 199 and name CB ) 
(segxd 3A4 and resxd 199 and name N ) 
(segxd 3A4 and resxd 200 and name CA ) 
(segxd 3A4 and resxd 200 and name N J 
(segxd 3A4 and resxd 201 and name CA ) 
(segxd 3A4 and resid 201 and name CB > 
(segxd 3A4 and resxd 202 and name CA ) 
(segxd 3A4 and resxd 202 and name CB ) 
(segxd 3A4 and resxd 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resxd 205 and name CA ) 
(segxd 3A4 and resxd 205 and name CB ) 
(segxd 3A4 and resxd 206 and name CA ) 
(segxd 3A4 and resxd 206 and name CB > 
(segid 3A4 and resid 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 



3.48 
4.55 
3.21 
4.99 
5.05 
3.93 
3.66 
3.44 
3.00 
6.20 
7.27 
6.32 
6.45 
4.98 
7.03 
7.20 
2.50 
1.23 
3.03 
2.44 
3.71 
1.33 
3.80 
4.59 
4.52 
5.21 
6.51 
3.36 
5.64 
4.94 
4.65 
4.52 
5. IB 
3.90 
6.14 
6.14 
4.97 
4.47 
4.14 
7.27 
7.46 
6.15 
6.47 
1.51 
1.52 
2.38 
4.40 
3.81 
4.86 
2.44 
5.25 
5.52 
5.48 
5.82 
7.08 
4.44 
6.64 
5.74 
5.22 
4.66 
5.01 
4.62 
6.94 
7.34 
6.06 
5.66 
5.13 
8.79 
7.44 
10.04 
9.62 
10.48 
9.62 
12.31 
11.97 
14.38 
14.10 
15.22 
14.45 
16.50 
15.88 
18.77 
18.48 



0.23 
0.29 
0.12 
0-05 
0.07 
0.08 
0.11 
0.21 
0.06 
0.07 
0.18 
0.14 
0.21 
0.12 
0.32 



23 
20 
.12 
,04 
.07 
.07 
.11 
0-21 
0.06 
0.07 
0.18 
0.15 
0.21 
0.11 
0.31 
0.18 
0.04 
0.00 
0.01 
0.02 
0.03 
0.01 
0.12 
0.12 
0.14 
0.18 
0.19 
0.14 
0.11 
0.04 
0.07 
0.13 
0.18 
0.08 
0.04 
0.14 
0.12 
0.20 
0.07 
0.14 
0.23 
0.21 
0.62 
0.01 
0.01 
0.02 
0.01 
0.03 
0-04 
0.03 
0-14 
0.15 
0.1B 
0.24 
0.28 
0.15 
0.13 
0.09 
0.10 
0-13 
0.19 
0.12 
0.10 
0-14 
0.16 
0.24 
0.11 
0.19 
0.16 
0.15 
0.27 
0.15 
0.21 
0.15 
0.25 
0.14 
0.21 
0.11 
0.14 
0.19 
0.21 
0.28 
0.40 



19 
04 
01 
.02 
.02 
.03 
0.01 
0.13 
0.11 
0-14 
0.18 
0.20 
0.14 
0.10 
0.04 
0.07 
0.13 
0.18 
0.09 
0.05 
0.15 
0.13 
0.20 
0.07 
0.13 
0.23 
0.20 
0.63 
0.01 
0.02 
0.01 
0.02 
0.02 
0.05 
0.02 
0.13 
0.15 
0.17 
0.25 
0.27 
0.15 
0.14 
0.09 
O.ll 
0.14 
0.19 
0.13 
0.10 
0.15 
0.16 
0.23 
0.12 
0.18 
0.17 
0.14 
0.28 
0.15 
0.21 
0.16 
0.24 
0.14 
0.21 
0.10 
0.13 
0.19 
0.21 
0.27 
0.41 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA j 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
Uegid 3A4 and resid 195 and name CA ) 
(sogid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA 
(segid 3A4 and resid 195 and name CA ) 
Isegid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
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(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB . 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB > 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
Isegid 3A4 and resid 195 and name CB ) 
(seaid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(seqid 3A4 and resid 195 and name CB ) 
tseqid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(seqid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB > 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name CB ) 



(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB J 
(segid 3A4 and rosid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB > 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB > 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA > 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N ) 
(segid 3A4 and resid 196 and name 0 ) 
(segid 3A4 and resid 197 and name C 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA 
segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA 
(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB 
segid 3A4 and resid 206 and name CA 
(segid 3A4 and resid 206 and name CB ) 
segid 3A4 and resid 207 and name CA 
segid 3A4 and resid 207 and name CB 
(segid 3A4 and resid 219 and name CB 
segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB 
segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB ) 
seaid 3A4 and resid 222 and name CA ) 
Isegid 3A4 and resid 224 and name CA ) 
segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 



0.62 
0.56 
0.86 
0.97 
0.77 
0.71 
0.78 
0.76 
0.93 
0.87 
1.26 
1.26 
0.98 
0.88 
1.16 
1.37 
0.71 
0.67 
0.56 
0.58 
0.71 
0.90 
0.65 
0.80 
0.38 
0.27 
0.21 



18.45 
17.52 
16.60 
16.06 
13.98 
13.06 
16.96 
18.06 
16.21 
14.92 
15.88 
15.57 
14.45 
14.54 
11.29 
11.20 
9.62 
10.29 
11.50 
13.01 
10.79 
11.11 
7.08 
6.18 
6.80 
8.33 
9.23 
11.01 
12.03 
9.46 
8.79 
7.71 
11.12 
11.87 
13.00 
13.16 
11.68 
10.34 
12.30 
15.41 
16.77 
16.70 
5.45 
4.52 
5.40 
3.20 
6.25 
6.92 
6.85 
7.25 
5.69 
6.87 
6.54 
5.90 
6.31 
6.04 
6.79 
6.13 
6.11 
9.74 
11.22 
10.89 
11.31 
10.33 
12.99 
12.59 
15.32 
15.14 
16.17 
15.42 
17.18 
16.45 
19.50 
19.24 
18.72 
17.57 
17.03 
14.93 
14.10 
17.88 
16.77 
15.48 
16.42 



0.33 
0.40 
0.39 
0.44 
0.69 
0.70 
0.58 
0.69 
0.61 
0.93 
0.96 
1.02 
0.94 
0.93 
1.06 
0.07 
0.11 
0.13 
0.09 
0.15 
0-14 
0.13 
0.20 
0.11 
0.15 
0.16 
0.20 
0.22 
0-14 



0.63 
0.57 
0.85 
0.97 
0.76 
0.71 
0.78 
0.76 
0.94 
0.88 
1.26 
1.27 
0.97 
0.88 
1.16 
1.36 
0.71 
0.68 
0.56 
0.57 
0.70 
0.90 
0.65 
0.81 
0.38 
0.26 
0.22 
0.32 
0.39 
0.38 
0.43 
0.69 
0.70 
0.58 
0.69 
0.61 
0.92 
0.97 
1.03 
0.93 
0.92 
1.06 
0.07 
0.10 
0.13 
0.09 
0.16 
0.15 
0.13 
0.21 
0-10 
0.16 
0.16 
0.19 
0.23 
0.15 
0.22 
0.28 
0.17 
0.21 
0.13 
0.26 
0.26 
0.33 
0.27 
0.33 
0.22 
0.27 
0.20 
0.18 
0.32 
0.35 
0.39 
0.50 
0.59 
0.93 
1.02 
0.85 
0.78 
0.87 
1.09 
1.03 
1.40 



22 
0.28 
0.18 
0.21 
0.14 
0-26 
0.25 
0.34 
0.27 
0-33 
0.22 
0.26 
0.20 
0.17 
0.32 
0.35 
0.38 
0.50 
0.59 
0.94 
1.03 
0.85 
0.78 
0.88 
1.09 
1.02 
1.40 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
ass ign 
assign 
assign 
assign 
assign 
assign 
assign 



60 



(segid 3A4 and resid 195 and name CB 
(segid 3A4 and res id 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(aegid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name CB 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name M 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
( segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name M 
(segid 3A4 and resid 19S and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name H 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name M 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name N 
(segid 3A4 and resid 195 and name 0 
(segid 3A4 and resid 195 and name O 
(segid 3A4 end resid 195 and name O 
(segid 3A4 and resid 195 and name O 
(segid 3A4 and resid 195 and name O 
(segid 3A4 and resid 195 and name O 
(segid 3A4 and resid 195 and name O 
segid 3A4 and resid 195 and name O 



14.09 
11.14 
11.02 
9.11 
9.59 
11.19 
12.69 
10.96 
11.36 
7.33 
6.26 
8.21 
8.90 
11.25 
12.29 
10.19 
9.62 
8.29 
11.46 
12.08 
13.69 
13.91 
12.60 
11.34 
12.92 
15.91 
17.54 



(segid 3A4 and resid 225 and name CB 16.21 
(segid 3A4 and resid 240 and name CA 14.15 
segid 3A4 and resid 240 and name CB 14.09 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB 
( segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 24 9 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and re3id 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) ----- 
(segid 3A4 and resid 256 and name CA ) 17.59 
(segid 3A4 and resid 195 and name C 2.47 
(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 195 and name O ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resid 196 and name CA > 
(segid 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name N ) 
(segid 3A4 and resid 196 and name O ) 
(segid 3A4 and resid 19"? and name C ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 197 and name O ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N > 
(segid 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB > 
(segid 3A4 and resid 199 and name N 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resid 196 and name CA ) 
(segid 3A4 and resid 196 and name CB > 



80 



(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 
(segid 3A4 and resid 195 and name 0 
(segid 3A4 and resid 195 and name O 
(segid 3A4 and lesid 195 and name 0 
(segid 3A4 and resid 195 and name O 
segid 3A4 and resid 195 and name 0 
(segid 3A4 and resid 195 and name O 
(segid 3A4 and resid 195 and name O 
(segid 3A4 and resid 195 and name O 



) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
> 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
1 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
> 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



1.38 
1.14 
1.05 
1.33 
1.55 
0.86 
0.78 
0.68 
0.69 
0.85 



O 
O 
O 
0 
O 
0 
O 
O 
0 
O 
O 
0 
0 



(segid 3A4 and resid 196 and name N 
(segid 3A4 and resid 196 and name O ) 
( segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB 
(segid 3A4 and resid 197 and name CG 1 
(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resxd 197 and name O 
(segid 3A4 and resid 198 and name C 
(segid 3A4 and resid 198 and name CA 
(segid 3A4 and resid 198 and name CB 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N 
(segid 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name C 
(segid 3A4 and resid 199 and name CA 
segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 199 and name N 
(segid 3A4 and resid 199 and name O 
(segid 3A4 and resid 200 and name C ) 
(segid 3A4 and resid 200 and name CA > 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name H ) 



1.46 
2.46 
3.50 
4.71 
4.23 
4.99 
2.83 
5.74 
5.66 
5.35 
5.33 
6.60 
4.38 
6.87 
6.50 
5.69 
5.16 
5.11 
4.8B 
7.71 
7.15 
6.85 
6.07 
3.27 
3.00 
2.78 
4.25 
2.25 
3.39 
4.17 
4 .47 
5.38 
6.53 
3.53 
5.06 
3.91 
3.90 
3.87 
4.84 
3.42 
5.08 
5.03 
3.78 
3.38 
3.00 
6.11 
7.39 
6.54 
5.16 
7.05 
7.74 
7.78 



1.38 
1.15 
1.05 
1.34 
1.55 
0.86 
0.78 
0.68 
0.69 
0.84 
1.01 
0.78 
0.90 
0.42 
0.37 
0.46 
0.52 
0.52 
0.52 
0.77 
0.76 
0.64 
0.76 
0.69 
0.97 
1.01 
1.06 
1.00 
0.92 
1.10 
0.02 
0.00 
0.03 
0.03 
0.03 
0.03 
0.04 
0.04 
0.12 
0.11 
0.16 
0.26 
0.30 
0.14 
0.10 
0.04 
0.07 
0.10 
0.19 
0.08 
0.05 
0.12 
0.19 
0.08 
0.04 
0.04 
0.04 
0.04 
0.02 
0.14 
0.20 
0.20 
0.20 
0.23 
0.1B 
0-19 
0.11 
0.13 
0.12 
0.15 
0.18 
0.10 
0.15 
0.13 
0.19 
0.11 
0.14 
0.16 
0.20 
0.19 
0.12 
0.17 
0.06 



01 
77 
90 
41 
36 
48 
.52 
.52 
0.52 
0.78 
0.76 
0.64 
0.76 
0.70 
0.96 
1.00 
1.06 
0.99 
0.92 
1-10 
0.02 
0.00 
0.03 
0.03 
0.04 
0.04 
0.04 
0.04 
0.11 
0.12 
0.17 
0.26 
0.30 
0.13 
0.10 
0.04 
0.07 
0.10 
0.20 
0.07 
0.06 
0.12 
0.20 
0.07 
0.03 
0.04 
0.03 
0.04 
0.01 
0-15 
0.20 
0.20 
0.20 
0.24 
0.18 
0.18 
0.10 
0.12 
0.12 
0.15 
0.17 
0.10 
0.15 
0.14 
0.19 
0.11 
0.14 
0.17 
0.20 
0.19 
0.12 
0.16 
0.05 



196 



assign (segid 3A4 and resid 195 and name 0 
assign (segid 3A4 and lesid 195 and name O 
assign (segxd 3A4 and resid 195 and name O 
assign (segxd 3A4 and resid 195 and namo O 
5 assign (segid 3A4 and teaxd 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (seg\d 3A4 and resid 196 and name C 
assxgn Uelid 3A4 and resid 196 and name C 
10 assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and namo C 
assign segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
15 assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and lesid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (seg\d 3A4 and resid 196 and name C 
20 assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
25 assign segid 3A4 and resid 196 and name C 
assign segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name C 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
30 assign (segid 3A4 and resid 196 and name CA 
assign segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA 
35 assign (segid 3A4 and resid 196 and name CA 
assign segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA 
40 assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segxd 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
45 assign (segid 3A4 and resid 196 and name CA ) 
assign segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA ) 
50 assign (segid 3A4 and resxd 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA ) 
55 assign (segid 3A4 and resxd 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA ) 
60 assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA J 
assign (segid 3A4 and resxd 196 and name CA ) 
65 assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
70 assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
75 assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA > 
80 assign (segid 3A4 and resid 196 and name CA ) 
assign (segid 3A4 and resad 196 and name CA ) 
assign (segid 3A4 and resid 196 and name CA ) 



(segid 3A4 and resid 245 and name C ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name O ) 
(segxd 3A4 and resid 196 and name CB ) 
(segid 3A4 and resid 196 and name O ) 
(segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CA 
(segid 3A4 and resid 197 and name CB 
(segid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 197 and name O ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 
(segxd 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 199 and name O ) 
(segvd 3A4 and resid 199 and name C > 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 199 and name O ) 
(segid 3A4 and resid 200 and name C ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 200 and name N 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 196 and name C ) 
(segid 3A4 and resid 196 and name CB 
(segid 3A4 and resid 196 and name O ) 
(segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CA 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name CG ) 
t segxd 3A4 and resid 197 and name N ) 
(segid 3A4 and resid 197 and name O ) 
(segxd 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA 
(segid 3A4 and resid 198 and name CB 
(segid 3A4 and resid 198 and name CG 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 198 and name O 
(segid 3A4 and resid 199 and name C 
(segxd 3A4 and resid 199 and name CA ) 



assign (segia ja« ana ««« — - • 

assign (segid 3A4 and resid 196 and name CA ) 



(segxd 3A4 and resid 199 and name CB 
(segid 3A4 and resid 199 and name N 
(segid 3A4 and resid 199 and name O 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 200 and name N > 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB J 
(segxd 3A4 and resid 204 and name CA 
(segxd 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA 
(segxd 3A4 and resid 205 and name CB 
(segxd 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 207 and name CA ) 
(segxd 3A4 and resxd 201 and name CB 
(se gxd 3A4 and resxd 219 and name CB ) 
(segxd 3A4 and resid 220 and name CA ) 
(segxd 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A1 and resid 224 and name CB ) 
( segid 3A4 and resid 225 and name CA 
segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 240 and name CA 
(segid 3A4 and resid 240 and name CB 1 
(segid 3A4 and resid 241 and name CA 
( segid 3A4 and resid 241 and name CB 
( segid 3A4 and resid 242 and name CA 
segid 3A4 and resid 242 and name CB 
segid 3A4 and resid 243 and name CA 
(segid 3A4 and resid 243 and name CB ) 
segid 3A4 and resid 244 and name CA > 



7.24 
6.73 
5.76 
7.11 
2.48 
1.23 
2.98 
2.44 
3.70 
4.95 
1.33 
3.79 
4.61 
4.48 
5.28 
6.01 
3.29 
5.67 
5.13 
4.65 
4.37 
3.93 
6.34 
6.54 
5.48 
4.51 
6.37 
1.52 
1.52 
2.39 
4.38 
3.80 
4.83 
6.21 
2.43 
5.25 
5.56 
5.50 
5.99 
6.73 
4 .41 
6.67 
5.90 
5.20 
4.49 
4.65 
7.06 
6.54 
5.50 
8.92 
8.93 
10.09 
9-58 
10.91 
10.19 
12.70 
12.31 
14.42 
13.98 
15.73 
15.10 
17.33 
16.78 
18.10 
17.99 
17. 6B 
14.96 
13.81 
17.44 
18.37 
17.66 
16.53 
16.61 
16.01 
15.87 
16.07 
12.34 
11.84 
11.52 
12.19 
13.99 
15.43 
12.86 



0.32 
0.44 
0.52 
0.36 
0.03 
0.00 
0.07 
0.02 
0.02 
0.02 
0.01 
0.08 
0.21 
0.18 
0.22 
0.23 
0.14 
0.24 
0.32 
0.22 
0.24 
0.22 
0.34 
0.40 
0.44 
0.39 
0.35 
0.01 
0.02 
0.04 
0.04 
0.01 
0.05 
0.04 
0.03 
0.07 
0.15 
0.13 
0.18 
0.21 
0.09 
0.18 
0.31 
0.20 
0.23 
0.18 



0.31 
0.44 
0.52 
0.35 
0.04 
0.01 
0.08 
0.02 
0.02 
0.03 
0.01 
0.08 
0.21 
0.18 
0.22 
0.24 
0.15 
0.24 
0.32 
0.23 
0.24 
0.22 
0.34 
0.40 
0.43 
0.40 
0.35 
0.01 
0.01 
0.03 
0.04 
O.01 
0.05 
0.04 
0.02 
0.07 
0.16 
0.12 
0.18 
0.21 
0.08 
0.18 
0.30 
0.20 
0.23 
0.17 
0.33 
0.43 
0.37 
0.27 
0.27 
0.28 
0.30 
0.35 
0.42 
0.37 
0.30 
0.36 
0.40 
0.30 
0.31 
0.39 
0.49 
0.46 
0.75 
0.91 
0.66 
0.60 
0.64 
0.64 
0.79 
0.75 
1.11 



32 
42 
37 
28 
.27 
.29 
0.31 
0.36 
0.43 
0.38 
0.30 
0.36 
0.41 
0.30 
0.31 
0.39 
0.50 
0.46 
0.76 
0.91 
0.66 
0.61 
0.65 
0.63 
0.79 
0.76 
1.10 
1.09 
0.92 
0.84 
0.99 
1.19 
0.63 
0.70 
0.53 
0.54 
0.59 



08 
92 
84 
.99 
.19 
,63 
.71 
.52 
0.54 
0.58 



197 



assign 
assign 
assign 



(segid 3A4 and res id 196 and name CA 
(segid 3A4 and resid 196 and name CA 
(segid 3A4 and res id 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and resid 196 and name CA 
assign (segid 3A4 and rosid 196 and name CA 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 19b and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and res id 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and res id 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name CO 
assign (segid 3A4 and resid 196 and name CB 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name H 



(segid 3A4 and resid 244 and name CB ) 12.77 

(segid 3A4 and resid 245 and name CA ) 9.46 

(segid 3A4 and resid 245 and name CB ) 8.44 

(segid 3A4 and resid 246 and name CA ) 11.58 

(segid 3A1 and resid 246 and name CB ) 12.50 

(segid 3A4 and resid 247 and name CA ) 14.04 

(segid 3A4 and resid 247 and name CB ) 14.86 

(segid 3A4 and resid 248 and name CA I 12.04 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 24 9 and name CA } 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 

(segid 3A4 and resid 251 and name CA ) 15.91 

(segid 3A4 and resid 2S1 and name CB ) 15.88 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 



11.03 
10.92 
14.53 
15.34 



14.26 
12.61 



(segid 3A4 and resid 197 and name C > 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name CG ) 



(segid 3A4 and resid 253 and name CA ) 15.32 

5.36 
4.43 
5.29 
6.70 
3.09 
6.19 
6-95 
6.83 
7.39 
5.62 
7.08 
6.55 
5.77 
6.08 
7.38 
6.53 
9.97 
10.03 
11.39 
10.95 
11.94 



(segid 3A4 and resid 197 and name H 
(segid 3A4 and resid 197 and name O ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA } 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 199 and name C J 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 200 and name CA I 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 11.09 
(segid 3A4 and resid 204 and name CA J 13.57 
(segid 3A4 and resid 204 and name CB j 13.12 
(segid 3A4 and resid 205 and name CA > 15.54 
(segid 3A4 and resid 205 and name CB ) 15.18 
(segid 3A4 and resid 206 and name CA ) 16.88 
(segid 3A4 and resid 206 and name CB ) 16.24 
(segid 3A4 and resid 207 and name CA ) 18.27 
(segid 3A4 and re&id 207 and name CB ) 17.61 
(segid 3A4 and res id 219 and name CB } 19.30 
(segid 3A4 and resid 221 and name CA ) 16.35 
(segid 3A4 and resid 221 and name CB ) 15.16 
(segid 3A4 and resid 222 and name CA ) 18.79 
(segid 3A4 and resid 224 and name CB ) 18.02 
(segid 3A4 and resid 225 and name CA ) 18.04 
(segid 3A4 and rosid 225 and name CB ) 17.40 
(segid 3A4 and resid 240 and name CA ) 17.21 
(segid 3A4 and resid 240 and name CB J 17.37 
(segid 3A4 and resid 241 and name CA ) 13.69 
(segid 3A4 and resid 241 and name CB } 13.12 
(segid 3A4 and resid 242 and name CA ) 12.81 
(segid 3A4 and resid 242 and name CB ) 13.39 
(segid 3A4 and resid 243 and name CA ) 15.38 
(segid 3A4 and resid 243 and name CB ) 16.83 
(segid 3A4 and resid 244 and name CA ) 14.35 
(segid 3A4 and resid 244 and name CB ) 14.27 
(segid 3A4 and resid 245 and name CA ) 10.93 
(segid 3A4 and resid 245 and name CB J 9-88 
(segid 3A4 and resid 246 and name CA ) 12.91 
(segid 3A4 and resid 24 6 and name CB ) 13.79 
(segid 3A4 and resid 247 and name CA J 15.44 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 17.13 
(segid 3A4 and resid 252 and name CA ) 15.25 
(segid 3A4 and resid 252 and name CB ) 13.78 
(segid 3A4 and resid 253 and name CA ) 16.14 
(segid 3A4 and resid 196 and name C ) 2.44 
(segid 3A4 and resid 196 and name CA ) 1.4 6 
(segid 3A4 and resid 196 and name CB ) 2.45 



16.30 
13.41 
12.43 
12.09 
15.68 
16.54 
17.11 



0.79 

0.44 

0.52 

0.34 

0.31 

0.28 

0.34 

0.28 

0.32 

0.71 

0.71 

0.58 

0.65 

0.56 

0.93 

0.96 

1.05 

0.10 

0.08 

0.07 

0.07 

0.09 

0.12 

0.19 

0.15 

0.18 

0.13 

0-36 

0.22 

0.24 

0.19 

0.53 

0.44 

0.36 

0-33 

0.34 

0.35 

0.45 

0.52 

0.49 

0.42 

0.45 

0.48 

0.40 

0.40 

0.50 

0.58 

0.44 

0.63 

0.58 

0.62 

0.75 

1.09 

1.06 

0.98 

0.91 

1.03 

1.24 

0.67 

0.74 

0.55 

0.57 

0.59 

0.79 

0.44 

0.54 

0.32 

0.29 

0.27 

0.32 

0.26 

0.31 

0.68 

0.71 

0.59 

0.68 

0.56 

0.95 

0.98 

1.09 

0.01 

0.01 

0.02 



0.79 

0.43 

0.52 

0.35 

0.32 

0.28 

0.35 

0.28 

0.32 

0.70 

0.71 

0.58 

0.66 

0.55 

0.92 

0.96 

1.04 

0.10 

0.08 

0.06 

0.07 

0.09 

0.11 

0.19 

0.15 

0.18 

0.13 

0.36 

0.22 

0.24 

0.20 

0.53 

0.45 

0.36 

0.33 

0.34 

0.35 

0.45 

0.53 

0.49 

0.41 

0.46 

0.47 

0.40 

0.40 

0.49 

0.58 

0.45 

0.63 

0.57 

0.62 

0.74 

1-10 

1.06 

0.99 

0.90 

1.03 

1.24 

0.6G 

0.75 

0.54 

0.57 

0.59 

0.79 

0.43 

0.54 

0.31 

0.29 

0.27 

0.33 

0.27 

0.32 

0.69 

0.72 

0.58 

0.67 

0.56 

0.95 

0.98 

3 .08 

0.02 

0.01 

0.02 



198 



assign Isegid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
5 assign (segid 3A4 and resid 196 and name M 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
10 assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name N 
15 assign (segid 3A4 and resid 196 and name H 
assign (segid 3A4 and resid 196 and name K 
assign (segid 3A4 and resid 196 and name N 
assign (segid 3A4 and resid 196 and name n 
assign (segid 3A4 and resid 196 and name O 
20 assign (segid 3A4 and resid 196 and name O 
assign (segid 3A4 and resid 196 and name O 

^ : . . . - , ^ IOC anri name O 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign v ocy*w - — 

assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 196 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and res id 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name C 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA > 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4.and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CA > 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CA ) 
(segvd 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CA > 
(segid 3A4 and resid 197 and name CA ) 
(segid 3A4 and resid 197 and name CA ) 



O 
O 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 

C 
C 
C 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



j (segid 3A4 and reaid 196 and name O ) 
) ( segid 3A4 and resid 197 and name C ) 
) (segid 3A4 and resid 197 and name CA ) 
) (segid 3A4 and resid 197 and name CB ) 
) (segid 3A4 and resid 197 and name CG ) 
) (segid 3A4 and resid 197 and name N ) 
) (segid 3A4 and resid 197 and name O ) 
) (segid 3A4 and resid 198 and name C ) 
) (segid 3A4 and resid 19B and name CA ) 
) (segid 3A4 and resid 198 and name CB ) 
) (segid 3A4 and resid 198 and name CG ) 
) (segid 3A4 and resid 198 and name N ) 
) (segid 3A4 and resid 198 and name O ) 
) (segid 3A4 and resid 199 and name C ) 
) (segid 3A4 and resid 199 and name CA ) 
) (segid 3A4 and resid 199 and name CB ) 
) (segid 3A4 and resid 199 and name N ) 
) (segid 3A4 and resid 200 and name M ) 
) (segid 3A4 and resid 196 and name CB ) 
) (segid 3A4 and resid 197 and name C ) 
) (segid 3A4 and resid 197 and name CA > 
) (segid 3A4 and resid 197 and name CB ) 
) (segid 3A4 and resid 197 and name CG ) 
) (segid 3A4 and resid 197 and name N ) 
) (segid 3A4 and resid 197 and name O ) 
) (segid 3A4 and resid 198 and name C ) 
) (segid 3A4 and resid 198 and name CA ) 
) (segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N 
(segid 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name C ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 



3.46 
4.69 



21 
4.91 
6.34 
2.82 
5.75 
5.68 
5.37 
5.51 
6.08 
4.35 
6.87 



57 
60 
96 
.85 
,34 
.31 
.91 
2.79 
4.26 
5.26 
2.25 
3.34 
4.11 
4.33 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 199 and name N 
(segid 3A4 and resid 199 and name O 
(segid 3A4 and resid 200 and name C 
(segid 3A4 and resid 200 and name CA 
(segid 3A4 and resid 200 and name M 
(segid 3A4 and resid 200 and name O 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 19T and name CB 
(segid 3A4 and resid 197 and name CG 
(segid 3A4 and resid 197 and name O 
(segid 3A4 and resid 198 and name C 
(segid 3A4 and resid 198 and name CA . 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 198 and name O > 
(segid 3A4 and resid 199 and name C ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 199 and name O ) 
(segid 3A4 and resid 200 and name C ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 200 and name O ) 
(segid 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name N ) 
(segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CB ) 
(3egid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name O > 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name C ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 199 and name O J 
(segid 3A4 and resid 200 and name C ) 



35 
28 
39 
,02 
.13 
.90 
.72 
.40 
5.32 
5.48 
4.35 
3.42 
6.61 
6.75 
6.91 
5.43 
2.51 
2.96 
1.24 
3.10 
2.44 
3.71 
4.22 
1.33 
3.93 
4.78 
4.58 
5.24 
3.39 
5.89 
5.26 
4.87 
4.08 
6.46 
6.53 
5.47 



0.08 
0.04 
0.07 
0.13 
0.13 
0.07 
0.05 
0.07 
0.07 
0.15 
0.20 
0.04 
0.08 
0.20 
0.13 
0.19 
0.09 
0.28 
0.08 
0.15 
0.02 
0.03 
0.05 
0.01 
0.13 
0.40 
0.35 
0.40 
0.38 
0.28 
0.41 
0.44 
0.39 
0.34 
0.42 
0.46 
0.44 
0.45 
0.47 
0.44 
0.38 
0.35 
0.39 
0.03 
0.08 
0.01 
0.06 
0.01 
0.02 
0.08 
0.01 
0.12 
0.19 
0.13 
0.16 
O.U 
0-17 
0.35 
0.35 
0.30 
0.34 
0.29 
0. 
0 
0 
0 
0 
0 
0 
0 



0.07 
0.04 
0.07 
0.13 
0.13 
0.08 
0.04 
0.06 
0.08 
0.14 
0.20 
0.04 
0.09 
0.19 
0.12 
0.20 
0.09 
0.28 
0.08 
0.15 
0.02 
0.04 
0.06 
0.02 
0.14 
0.41 
0.35 
0.41 
0.38 
0.28 
0.42 
0.44 
0.38 
0.34 
0.41 
0.46 
0.43 
0.45 
0.47 
0.45 
0.37 
0.35 
0.40 
0.02 
0.07 
0.01 
0.06 
0.02 
0.02 
0.08 
0.01 
0.12 
0.19 



5.03 
4.57 
7.61 
6.37 
1.52 
1.54 
2.54 
2.40 
4.50 
3.81 
4.86 
5.15 
2.44 



40 
82 
61 

,94 
.52 
.97 
.27 



35 
37 
.34 
.15 
.24 
.01 
.02 
.01 
0.02 
0.07 
0.01 
0.04 
0.09 
0.01 
0.12 
0.25 
0.16 
0.21 
0.14 
0.24 
0.44 



12 
16 
11 
,17 
.35 
.35 
.30 
.35 
0.29 
0.34 
0.37 
0.34 
0.15 
0.25 
0.01 
0.01 
0.01 
0.01 
0.07 
0.02 
0.04 
0.09 
0.02 
0.12 
0.25 
0.16 
0.21 
0.13 
0.25 
0.43 



199 



assign (segxd 3A4 and resid 197 and name CA > 
assign (segid 3A4 and resid 197 and name CA > 
assign (segid 3A4 and xesld 197 and name CA 
assign (segid 3A4 and resid 191 and name CA ) 
5 assign (segid 3A4 and resid 1*7 and name CA ) 
assign (segid 3A4 and resid 197 and name CA 
assign (segxd 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
10 assign (segid 3A4 and resid 197 and name CA > 
assign (segid 3A4 and resid 197 and name CA 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA > 
15 assign (segxd 3A4 and resid 197 and name CA 
assign (segxd 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and lesid 197 and name CA ) 
assign (segxd 3A4 and resid 197 and name CA ) 
assign (segxd 3A4 and resid 197 and name CA ) 
20 assign (segid 3A4 and resid 197 and name CA 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segxd 3A4 and resxd 197 and name CA ) 
25 assxgn (segxd 3A4 and resid 197 and name CA 
assign (segxd 3A4 and resid 197 and name CA 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA 
30 assign (segid 3A4 and resxd 197 and name CA 
assxgn (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA } 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resxd 197 and name CA ) 
35 assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resxd 197 and name CA ) 
assxgn (segid 3A4 and resxd 197 and name CA ) 
assxgn (segid 3A4 and resxd 197 and name CA ) 
40 assxgn (segid 3A4 and resid 197 and name CA ) 
Bssign (segid 3A4 and resxd 197 and name CA ) 
assign (segxd 3A4 and resid 197 and name CA ) 
assxgn (segid 3A4 and resxd 197 and name CA ) 
assxgn (segxd 3A4 and resxd 197 and name CA ) 
45 assxgn (segid 3A4 and resxd 197 and name CA ) 
assxgn (segid 3A4 and resxd 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
50 assign (segid 3A4 and resid 197 and name CA ) 
assign (segid 3A4 and resxd 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
assign (segxd 3A4 and resid 197 and name CA ) 
assign (segxd 3A4 and resxd 197 and name CA ) 
55 assign (segxd 3A4 and resxd 197 and name CA ) 
assign (segid 3A4 and resxd 197 and name CA ) 
assign (segxd 3A4 and resxd 197 and name CA ) 
assign (segid 3A4 and resxd 197 and name CA ) 
assign (segid 3A4 and resid 197 and name CA ) 
60 assxgn (segid 3A4 and resid 197 and name CA ) 
assxgn (segxd 3A4 and resxd 197 and name CB ) 
assign (segxd 3A4 and resxd 197 and name CB ) 
assign (segxd 3A4 and resxd 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
65 assign (segid 3A4 and resxd 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assxgn (segid 3A4 and resid 197 and name CB ) 
assign (aegxd 3A4 and resid 197 and name CB ) 
assxgn (segxd 3A4 and resxd 197 and name CB ) 
assxgn (segxd 3A4 and resxd 197 and name CB ) 
assxgn (segid 3A4 and resxd 197 and name CB ) 
assxgn (segid 3A4 and resxd 197 and name CB * 



5.65 
4.98 
6.73 
6.36 
5.75 
9.07 
9.02 
10.47 



14.85 
14.57 
16.32 
15.79 
16.55 
15.31 
15.79 



70 



a **AZ !2}2 Si !2 Hilt 111 an* IZl 3 ! Uxd 3A4 and resxd 201 and name CA J 



75 



80 



asSJL^ii Job^au aim » — — 

assign (segid 3A4 and resxd 197 and name CB 
assign (segid 3A4 and resxd 197 and name CB 
assign (segid 3A4 and resxd 197 and name CB 
assign (segid 3A4 and resid 197 and name CB > 
assign (segid 3A4 and resid 197 and name CB ) 
assign I segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign tsegid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 



(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resxd 200 and name N ) 
(segid 3A4 and tesid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resxd 203 and name CB [ 10.03 
(segid 3A4 and resxd 204 and name CA J 11.22 
(segxd 3A4 and resxd 204 and name CB ) 10.47 
(segid 3A4 and resid 205 and name CA ) 12.72 
(segid 3A4 and resxd 205 and name CB ) 12.18 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resxd 206 and name CB ) 
(segxd 3A4 and resid 207 and name CA ) 
(segxd 3A4 and resxd 207 and name CB ) 
(segxd 3A4 and resxd 219 and name CA ) 
(segxd 3A4 and resxd 219 and name CB ) 
(segxd 3A4 and resxd 220 and name CA ) 
(segxd 3A4 and resxd 220 and name CB ) 15.50 
(segxd 3A4 and resxd 221 and name CA ) 13.04 
(segxd 3A4 and resxd 221 and name CB 11-72 
(segxd 3A4 and resxd 222 and name CA ) 15.59 
(segid 3A4 and resxd 222 and name CB > 16.32 
(segid 3A4 and resxd 223 and name CA ) 
(segid 3A4 and resxd 223 and name CB ) 
(segid 3A4 and resxd 224 and name CA ) 
(segxd 3A4 and resxd 224 and name CB ) 
(segxd 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resxd 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resxd 241 and name CA ) 
(segxd 3A4 and resid 241 and name CB ) 
(segxd 3A4 and resxd 242 and name CA ) 
(segxd 3A4 and resid 242 and name CB ) 
(segxd 3A4 and resxd 243 and name CA ) 
(segxd 3A4 and resid 243 and name CB ) 
(segxd 3A4 and resxd 244 and name CA ) 
(segxd 3A4 and resid 244 and name CB ) 
(segxd 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segxd 3A4 and resid 246 and name CA ) 
(segxd 3A4 and resid 246 and name CB ) 
(segxd 3A4 and resid 247 and name CA ) 
(segxd 3A4 and resid 247 and name CB > 
(segxd 3A4 and resxd 248 and name CA ) 
(segxd 3A4 and resxd 248 and name CB ) 
(segxd 3A4 and resxd 249 and name CA ) 
(segxd 3A4 and resxd 250 and name CA ) 
(segid 3A4 and resxd 250 and name CB ) 14.87 
(segid 3A4 and resxd 251 and name CA ) 14.38 
(segxd 3A4 and resxd 251 and name CB ) 14.21 
(segxd 3A4 and resxd 252 and name CA ) * 2 -29 
(segxd 3A4 and resxd 252 and name CB ) 
(segxd 3A4 and resxd 253 and name CA ) ^'ll 
(segxd 3A4 and resxd 254 and name CA ) 17.27 
(segxd 3A4 and resxd 255 and name CA ) 17.54 
(segxd 3A4 and resxd 256 and name CA ) 16 .87 
(segxd 3A4 and resxd 197 and name CG ) 1.51 
(segxd 3A4 and resid 198 and name C ) 
(segxd 3A4 and resxd 198 and name CA ) 
(segxd 3A4 and resid 19B and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segxd 3A4 and resid 198 and name N ) 
(segxd 3A4 and resid 198 and name 0 ) 
(segxd 3A4 and resxd 199 and name C ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resxd 199 and name CB ) 
(segxd 3A4 and tesxd 199 and name N ) 
(segxd 3A4 and resxd 200 and name CA ) 
(segxd 3A4 and resxd 200 and name H 



18.25 
18.77 
16.63 
15.52 
15.83 
15.05 
17.02 
17.50 
13.45 
13.15 
13.15 
14.14 
14.94 
16.34 
12.96 
12.79 
9.76 
9.24 
12.13 
13.36 
13.70 
14.45 
10.84 
9.72 
10.16 
13.85 



0.46 
0.38 
0.39 
0.39 
0.40 
0.24 
0.14 
0.33 
0.36 
0.39 
0.34 
0.37 
0.37 
0.28 
0.27 
0.43 
0.52 
0.44 
0.44 
0.56 
0.69 
0.56 
0.56 
0.62 
0.62 
0.60 
0.60 
0.67 
0.61 
1.03 
1.05 
0.61 
0.57 
0.72 
0.92 
0.51 
0.56 
0.38 
0.37 
0.39 
0.56 
0-30 
0.40 
0.18 
0.18 
0.08 
0.15 
0.12 
0.15 
0.63 



5.46 
4.42 
5.21 



5. 
3. 
6. 
7. 
6. 
7. 



isegj.v> onvi *v-w — — - 

(segxd 3A4 and resid 201 and name CB ) 
(segxd 3A4 and resid 201 and name N ) 
(segxd 3A4 and xesid 202 and name CA ) 
(segxd 3A4 and resid 202 and name CB ) 
(-3 eg id 3A4 and resxd 203 and name CA ) 
(segxd 3A4 and resxd 203 and name CB ) 
(segxd 3A4 and resxd 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 



05 
10 
34 
20 
91 
30 
5. 68 
7.01 
6.40 
7.56 
6.94 
6.79 
10.05 
10.03 
11.73 
11.39 
12.25 
11.41 
13.54 



0.45 
0.37 
0.40 
0.40 
0.41 
0.23 
0.14 
0.32 
0.37 
0.38 
0.34 
0.36 
0.38 
0.29 
0.28 
0.42 
0.52 
0.43 
0.45 
0.57 
0-69 
0.57 
0.56 
0.62 
0.62 
0.59 
0.61 
0.67 
0.60 
1.03 
1.06 
0.61 
0.58 
0.73 
0.91 
0.51 
0.55 
0.37 
0.37 
0.40 
0.57 
0.30 
0.41 
0.17 
0.18 
0.07 
0.14 
0.12 
0.15 
0.62 
0.68 
0.54 
0.63 
0.50 
0.93 
0.95 
1.04 
0.92 
1.28 
1.20 
0.01 
0.05 
0.03 
0.09 
0.13 
0.04 
0.10 
0.22 
0.14 
0.21 
0.11 
0.47 
0.37 
0.45 
0.45 
0.44 
0.23 
0.12 
0.32 
0.37 
0.43 
0.42 
0.38 



69 
0.54 
0.64 
0.50 
0.94 
0.96 
1.04 
0.93 
1.28 
1.19 
0.01 
0.04 
0.02 
0.09 
0.13 
0.03 
0.10 
0.23 
0.14 
0.20 
0.11 
0.47 
0.38 
0.44 
0.45 
0.43 
0.23 
0.12 
0.32 
0.37 
0.43 
0.42 
0.38 



200 



assign (segid 3A4 and resid 197 and name CB ) 
assign (^egid 3A4 and resid 197 and name CB ) 
assign (vegid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
•5 assign (segid 3A4 and resid 197 and name CB 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
10 assign (segid 3A4 and resid 197 and name CB 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB 
15 assign (segid 3A4 and resid 197 and name CB 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
20 assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
25 assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB J 
assign (segid 3A4 and resid 197 and name CB 
assign (segid 3A4 and resid 197 and name CB ) 
30 assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB J 
assign (segid 3A4 and resid 197 and name CB 
assign (segid 3A4 and resid 197 and name CB 
assign (segid 3A4 and resid 197 and name CB ) 
35 assign (segid 3A4 and resid 197 and name CB > 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB 
assign (segid 3A4 and resid 197 and name CB 
40 assign (segid 3A4 and resid 197 and name CB 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
45 assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CB ) 
assign (segid 3A4 and resid 197 and name CG ) 
assign (segid 3A4 and resid 197 and name CG ) 
50 assign (segid 3A4 and resid 197 and name CG } 
assign (segid 3A4 and resid 197 and name CG ) 
assign (segid 3A4 and resid 197 and name CG ) 
assign (segid 3A4 and resid 197 and name CG > 
assign (segid 3A4 and resid 197 and name CG > 
55 assign (segid 3A4 and resid 197 and name CG ) 
assign (segid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name CG } 
(segid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name CG ) 



16.92 
16. 52 
15.27 
15.78 
15.38 
13.31 
12.00 
16.04 
16.73 
18.60 
17.08 
15.91 
16.57 



60 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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(segid 3A4 and resid 197 and name N 
(segid 3A4 and resid 197 and name N 
(segid 3A4 and resid 197 and name N 
(segid 3A4 and resid 197 and name N 
(segid 3A4 and resid 197 and name N 
(segid 3A4 and resid 197 and name N 
caaxy.. (segid 3A4 and resid 197 and name N 
assign (segid 3A4 and resid 197 and name N 
assign (segid 3A4 and resid 197 and name N 
assign (segid 3A4 and resid 197 and name N 
assign (segid 3A4 and tesid 197 and name N 
assign (segid 3A4 and resid 197 and name N 
assign (<?egid 3A4 and resid 197 and name N 
assign (segid 3A4 and tesid 197 and name N 
assign (segid 3A4 and resid 197 and name N 
75 assign (segid 3A4 and re*id 197 and name N 
assign (segid 3A4 and resid 197 and name N 
assign (segid 3A4 and resid 197 and name N 
assign (segid 3A4 and resid 197 and name N 
assign (segid 3A4 and resid 197 and name N 
80 assign (segid 3A4 and res id 197 and name O 
assign (segid 3A4 and resid 197 and name O 
assign (segid 3A4 and resid 197 and name O 
assign (segid 3A4 and resid 197 and name O 



(segid 3A4 and lesid 205 and name CB ) 12.91 
(segid 3A4 and resid 206 and name CA ) 15.90 
(segid 3A4 and resid 206 and name CB ) 15.70 
(segid 3A4 and resid 207 and name CA ) 17.40 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB J 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA > 
(segid 3A4 and resid 225 and name CB } 15.83 
(segid 3A4 and resid 240 and name CA ) 17.95 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB > 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and tesid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(sogid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(sogid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 201 and name CA > 
(segid 3A4 and resid 201 and name CB > 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 197 and name C ) 
(segid 3A4 and resid 197 and name CA > 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 197 and name CG ) 
(segid 3A4 and resid 197 and name O ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 19B and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name N ) 
(segid 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name C ) 
(segid 3A4 and resid 199 and name CA ) 
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(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 199 and name N 
(segid 3A4 and resid 199 and name O 
(segid 3A4 and resid 200 and name C 
(segid 3A4 and resid 200 and name CA 
(segid 3A4 and resid 200 and name N 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 197 and name CB 
(segid 3A4 and resid 3 97 and name CG ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 



18.43 
14.46 
14.26 
13.98 
14.98 
15.52 
16.93 
13.53 
13.47 
10.25 
9.87 
12.30 
13.59 
13.70 
14.54 
10.70 
9.70 
9.74 
13.35 
14.47 
13.78 
13.70 
11.39 
9.90 
12.98 
16.37 
16.56 
15.66 
5.76 
4.67 
5.56 
5.24 
3.66 
6.42 
7.50 
6.27 
6.75 
7.06 
6.28 
6.53 
2.46 
1.46 
2.44 
3.79 
3.47 
4.80 
4.26 
5.04 
5.46 
2.85 
5.86 
5.89 
5.43 
5.41 
4.44 
7.10 
6.94 
6.07 
5.20 
6.57 
3.35 
3.34 
3.05 
2.77 



0.38 
0.28 
0.25 
0.46 
0.56 
0.47 
0.50 
0.56 
0.67 
0.57 
0.59 
0.61 
0.61 
0.58 
0.69 
0.62 
1.03 
1.07 
0.62 
0.5B 
0.75 
0.95 
0.48 
0.48 
0.34 
0.34 
0.41 
0.57 
0.36 
0.48 
0.14 
0.17 
0.18 
0.23 
0.20 
0.25 
0.58 
0.73 
0.59 
0.69 
0.56 
0.98 
0.99 
1.11 
1.02 
1.38 
1.29 
0.08 
0.12 
0.19 



0.24 
0.10 
0.12 
0.15 
0.14 
0.36 
0.51 
0.49 
0.49 
0.02 
0.01 
0.01 
0.01 
0.02 
0.09 
0.04 
0.05 
0.11 
0.04 
0.12 
0.25 
0.16 
0.23 
0.15 
0.25 
0.41 
0.43 
0.37 
0.35 
0.06 
0.11 
0.08 
0.03 



0.39 
0.28 
0.25 
0.46 
0.56 
0.47 
0.50 
0.56 
0.66 
0.57 
0.58 
0.62 
0.61 
0.59 
0.69 
0.63 
1.03 
1.06 
0.61 
0.57 
0.76 
0.95 
0.47 
0.48 
0.33 
0.34 
0.40 
0.57 
0.36 
0.48 
0.13 
0.16 
0.19 
0.23 
0.20 
0.25 
0.58 
0.72 
0.60 
0.69 
0.56 
0.98 
0.99 
1.10 
1.02 
1.38 
1.30 
0.09 
0.12 
0.19 
0.24 
0.10 
0.11 
0.16 
0.15 
0.36 
0.52 
0.50 
0.48 
0.01 
0.00 
0.02 
0.02 
0.03 
0.08 
0.04 
0.05 
0.12 
0.05 
0.13 
0.26 
0.17 
0.22 
0.14 



25 
40 
43 
,37 
.36 
.07 
.12 
0.08 
0.03 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 197 and name O 
(segid 3A4 and res id 197 and name O 
(segid 3A4 and resid 197 and name 0 
(segid 3A4 and resid 197 and name O 
(segid 3A4 and resid 197 and name O 
Csegid 3A4 and resid 197 and name O 
(segid 3A4 and resid 197 and name O 
{segid 3A4 and resid 197 and name O 
(segid 3A4 and resid 197 and name O 
(segid 3A4 and resid 197 and name O 
(segid 3A4 and resid 197 and name O 
(segid 3A4 and resid 197 and name O 
(segid 3A4 and resid 197 and name O 
(segid 3A4 and resid 197 and name O 
and resid 197 and name O 
and resid 197 and name O 
and resid 197 and name O 
and resid 197 and name O 
and resid 197 and name O 



(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 
(segid 3A4 



and resid 
and resid 



(segid 3A4 and tesxd 
(segid 3A4 and resid 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 197 and name O ) 
and lesid 197 and name O ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 
Isegid 3A4 and resid 198 and name C ) 

and resid 198 and name C ) 

and resid 198 and name C ) 
and lesid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C } 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C > 
(segid 3A4 and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name C ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
Isegid 3A4 
(segid 3A4 



isegid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA } 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA > 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 end resid 198 and name CA } 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and xesid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CA ) 



198 and name CE J 
198 and name CG ) 
198 and name N ) 

198 and name O ) 

199 and name C ) 
199 and name CA ) 
199 and name CB ) 
199 and name N ) 

and resid 199 and name 0 ) 
and resid 200 and name C ) 
and resid 200 and name CA ) 
(segid 3A4 and resid 200 and name M } 
(segid 3A4 and resid 200 and name O ) 
(segid 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 201 and name O ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name N ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name O ) 
(segid 3A4 and resid 199 and name C ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 199 and name H ) 
(segid 3A4 and resid 199 and name O ) 
(segid 3A4 and resid 200 and name C ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 200 and name O ) 
(segid 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 201 and name O ) 
(segid 3A4 and resid 202 and name C ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name CGI) 
(segid 3A4 and resid 202 and name N > 
(segid 3A4 and resid 202 and name O ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name N > 
(segid 3A4 and resid 204 and name N ) 
(segid 3A4 and resid 245 and name C ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CG ) 
(segid 3A4 and resid 198 and name O ) 
and resid 199 and name C ) 
and resid 199 and name CA ) 
and zesid 199 and name CB ) 
and resid 199 and name N ) 
and resid 199 and name O ) 
and resid 200 and name C ) 
and resid 200 and name CA ) 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 200 and name O ) 
(segid 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB > 
(segid 3A4 and resid 201 and name H ) 
(segid 3A4 and resid 201 and name O ) 
(segid 3A4 and resid 202 and name C J 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name CGI) 
(segid 3A4 and resid 202 and name H ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name N ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



4.26 
4.86 
2.25 
3,52 
4.36 
4.52 
5.40 
3.55 
5.34 
4.22 
4.04 
3.52 
5.39 
5.53 
4.36 
4.04 
3.47 
6.65 
6.91 
7.10 
5.55 
2.51 
3.87 
1.24 
3.01 
2.44 
3.71 
1.33 
3.86 
4.49 
4.40 
3.23 
5.58 
4.84 
4.46 
4.21 
3.74 
6.05 
6.21 
5.10 
4.74 
6.12 
4.14 
7.37 
7.35 
7.36 
6.07 
7.87 
7.10 
6.20 
5.89 
7.08 
6.91 
6.77 
1.52 
1.54 
2.55 
2.41 
4.43 
3.80 
4.83 
2.42 
5.34 
5.51 
5.45 
4.38 
6.63 
5.75 
5.14 
4.47 
4.57 
6.93 
7.49 
6.28 
5.97 
7.36 
5.24 
8.75 
8.79 
7.45 
9.99* 
9.56 
10.49 



0.03 
0.07 
0.02 
0.16 
0.18 
0.10 
0.12 
0.09 
0.19 
0.36 
0.33 
0.27 
0.37 
0.35 
0.39 
0.40 
0.38 
0.36 
0.31 
0.24 
0.32 
0.01 
0.03 
0.01 
0.03 
0.01 
0.03 
0.01 
0.08 
0.07 
0.09 
0.10 
0.10 
0.08 
0.07 
0.11 
0.06 
0.08 
0.12 
0.11 
0.10 
0.09 
0.10 
0.12 
0.12 
0.12 
0.13 
0.06 
0.40 
0.33 
0.39 
0.33 
0.48 
0.17 
0.00 
0.01 
0.04 
0.02 
0.04 
0.02 
0.05 
0.02 
0.07 
0.12 
0.12 
0.13 
0.12 
0.13 
0.15 
0.22 
0.11 
0.13 
0.16 
0.17 
0.17 
0.16 
0.15 
0.15 
0.14 
0.16 
0.10 
0.22 
0.15 



0.03 
0.08 
0.01 
0.17 
0.19 
0.11 
0.12 
0.09 
0-19 
0.36 
0.33 
0.27 
0.36 
0.35 
0.39 
0.39 
0.38 
0.36 
0.32 
0.23 
0.31 
0.01 
0.03 
0.00 
0.03 
0.01 
0.03 
0.01 
0.08 
0.07 
0.09 
0.10 
0.10 
O.OB 
0.07 
0.12 
0.06 
0.08 
0.12 
0.12 
0.09 
0-10 
0.10 
0.13 
0.12 
0.13 
0.13 
0.06 
0.40 
0.34 
0.38 
0.33 
0.48 
0.16 
0.01 
0.01 
0.04 
0.01 
0.03 
0.03 
0.05 
0.02 
0.07 
0.12 
0.13 
0.12 
0-13 
0.13 
0.14 
0.23 
0.11 
0.13 
0-17 
0.17 
0.17 
0.16 
0, 
0 
0 
0 
0 



15 
14 
14 
16 
10 
0.21 
0.16 
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45 



50 



55 



60 



65 
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80 



12.75 
12.56 
12.29 
9.68 
8.51 
12.44 
13.36 
14.19 
15.31 
12.95 
11.81 
12.38 
11.75 
16.02 



assign 
assign 
assign 



9.16 
7.01 
6.40 
6.22 
6.58 
9.17 



assign (segid 3M and resid 198 and name CA J Isegid 3A4 and resid 205 and name CB , J.67 

assign Isegid 3A4 and resid 198 and name CA segid W ana CB , 12 .19 

assign (segid 3A4 and resid 198 and name CA segid 3M ana a naiae ^ u 63 

assign (segid 3A4 and resid 198 and name CA segid 3A4 a a r ^ ^ ^ 

assign tsegid 3A4 and resid 198 and name CA segid 3A4 and resia ^ ^ 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and re a CB , 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and re ^ 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and cB 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and ^ ^ ) 

assign (segid 3A4 and resid 198 and name CA segid j ^ ^ ^ cB , 

assign (segid 3A4 and resid 198 and name Cft segia name ^ } 

assign (segid 3A4 and resid 198 and name Cft segid 3A4 and r^ ^ name ^ , 

assign (segid 3A4 and resid 198 and name CA segid |ft name ^ , 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and ^ ^ ^ ( 

assign (segid 3A4 and resid 198 and name CA segid |A nBma CA ) 

assign (segid 3A4 and resid 198 and name CA segid 3R4 and re ^ ( 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and re ^ ^ ( 

assign tsegid 3A4 and resid 198 and name CA segid 3M a a ^ ( 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and resid „ , 

tsegid 3A4 and resid 198 and name CA segid 3A4 and re nan>e ^ ( „ 8& 

(segid 3A4 and resid 198 and name CA segid 3A4 and re ^ cb j ^ 4g 

assign (segid 3A4 and resid 198 and name CA segid 3A4 ana re name ^ ^ 4fi 

aosign (segid 3A4 and resid 198 and name CA segid 3A4 and re CB ) 10.44 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and re nome ^ ( 1Q 3JJ 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and res ^ ^ ( ^ ^ 

assign (segid 3A4 and resid 198 and name CA segid JA4 ana re ^ ^ g5 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and res ^ cB ) 12.98 

assign (segid 3A4 and resid 198 and name CA segid 3A4 and res ^ ^ , 9 32 

assign (segid 3A4 and resid 198 and name CA I segid 3a ^ ^ ^ } 

assign (segid 3A4 and resid 198 and name CA segid 3A ^ ^ c , 

assign (segid 3A4 and resid 198 and name CA (segid w an ^ ^ J 

assign (segid 3A4 and resid 198 and name CA segid M and ^ ^ } 

assign (segid 3A4 and resid 198 and name Cft segid 3A an ^ Q ( 

assign (segid 3A4 and resid 198 and name Cft segid 3A4 ana ^ ^ , 

assign (segid 3A4 and resid 198 and name Cft segia Jfl name ^ ) 1Q <8 

S2S 833 g ^ SSS 2 == I b 3 SSS S« =S = S ! 25 

— ISSS 3A4 tn 222 S S I e id SJ =3 S3 248 and nam: 3 I .3 
Ind re"d 32 and n»e CA sSgtd It and resid 249 and name Cft > 7.73 

assign lsey .. ~ an2 resid 198 and name Cft J (segid 3ft4 and resid 251 and „». Cft , 11.74 

assign Iseg^a £ Tna SS3 !S S name Cft « 3^4 ^nd resid 252 and name Cft , 10.47 
y : ' — and resid 198 and name CA ) 
and resid 198 and name CA ) 
and resid 198 and name CA ) 

assign (segid 3A4 and resid 198 and name CA ) — »~ — ^ and nalne » j 

assign (segid 3A4 *nd resid 198 and name CA segid 3A4 and re ^ 

assign (segid 3A4 and resid 198 and name Cft segid 3A4 and res ^ 

assign (segid 3A4 and resid 198 and name CB segid 3A4 and re name c 

sas » ss sss s s s i s s: ^ res^ ^ «. « , 

assian (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB 
assign (segid 3A4 and resid 198 and name CB 
assign (segid 3A4 and resid 198 and name CB 
assian (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB > 
(segid 3A4 and resid 198 and name CB > 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
and resid 198 and name CB ) 
and resid 198 and name CB ) 
and resid 198 and name CB ) 
and resid 198 and name CB ) 
and resid 198 and name CB ) 
and resid 198 and name CB ) 
isey-iu and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and rebid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



assign (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 



( Segia j/w auw — — 

(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



assign — ' — - — - 

assign (segid 3A4 and resid 198 and name CB 



(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 199 and name 0 ) 
(segid 3A4 and resid 200 and name C ) 
tsegid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name CGI) 
(segid 3A4 and resid 202 and name N ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 



9.14 
12.64 
15.43 
15.78 
15.90 
19.34 

I. 53 
5.42 
4.48 
5.35 
3.15 
6.26 
6.87 
6.82 
5.63 
6.75 
6.36 
5.58 
5.93 
6.87 
6.30 
7.53 
6.08 
9.65 
9.79 

II. 13 
10.80 
11.27 
10.31 
13.09 
12.76 
15.53 
15.45 
13.86 
12.90 
12.22 
11.81 



0.21 
0.18 
0.20 
0.22 
0.33 
0.51 
0.46 
0.68 
0.B2 
0.63 
0.61 
0.67 
0.67 
0.67 
0.68 
0.70 
0.63 
1.08 
1.13 
1.09 
0.42 
0.38 
0.55 
0.68 
0.46 
0.50 
0.34 
0.32 
0.33 
0.50 
0.25 
0.27 
0.33 
0.35 
0.38 
0.37 
0.15 
0.16 
0.16 
0.13 
0.75 
0.67 
0.53 
0.55 
0.43 
0.82 
0.87 
0.91 
0.76 
1.08 
0.87 
0.44 
0.00 
0.04 
0.06 
0.09 
0.07 
0.09 
0.10 
0.11 
0.13 
0.11 
0.13 
0.21 
0.08 
0.19 
0.24 
0.24 
0.16 
0.17 
0.14 
0.13 
0.25 
0.17 
0.19 
0.25 
0.26 
0.23 
0.32 
0.56 
0.49 
0.75 
0.88 



0.21 
0.18 
0.20 
0.22 
0.32 
0.51 
0.46 
0.69 
0.82 
0.64 
0.61 
0.68 
0.67 
0.67 
0.69 
0.71 
0.62 
1.07 
1.13 
1.09 
0.42 
0.38 
0.54 
0.68 
0.45 
0.50 
0.34 
0.32 
0.34 
0.50 
0.26 
0.26 
0.32 
0.34 
0.37 
0.37 
0.15 
0-15 
0.15 
0.12 
0.75 
0.67 
0.54 
0.54 
0.42 
0.82 
0.86 
0.90 
0.76 
1.08 
0.86 
0.44 
0.00 
0.05 
0.06 
0.08 
0.06 
0.10 
0.09 
0.11 
0.12 
0.12 
0.12 
0.22 
0.08 
0.19 
0.23 
0.25 
0.15 
0.17 
0.13 
0.14 
0.26 
0.17 
0.20 
0.25 
0.27 
0.24 
0.33 
0.55 
0.50 
0.75 
0.88 
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10 



15 



20 



25 



30 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



40 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and rebid 198 and name CB 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB > 
(segid 3A4 and resid 198 and name CB ) 
(segxd 3A4 and resid 198 and name CB ) 
assxyr. I segid 3A4 and resid 198 and name CB J 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB > 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and re&id 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and rej,id 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB > 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB > 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CB ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG > 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name CG ) 
assign (segid 3A4 and resid 198 and name N I 
assign (segid 3A4 and resid 198 and name N ) 
assian (segid 3A4 end resid 198 and name N ) 



45 



50 



55 



60 



65 



70 



75 



80 



(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(SBgid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA > 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name C > 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 244 and name O ) 
(segid 3A4 and resid 245 and name C ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 199 and name C ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 199 and name N ) 
(segid 3A4 and resid 199 and name O ) 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name N ) 
(segid 3A4 and resid 244 and name O ) 
(segid 3A4 and resid 245 and name C ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 Bnd resid 249 and name CA ) 
(segid 3A4 and resid 249 and name H ) 
(segid 3A4 and resid 198 and name C ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 



9.52 
8.51 
12.56 
13.58 
14.55 
14.99 
12.47 
11.22 
12.24 
11.79 
15.93 
13.22 
13.77 
10.00 
10.16 
9.54 
10.73 
10.54 
11.91 
7.04 
8.39 
8.44 
6.83 
5.66 
5.25 
5.18 
6.42 
5.14 
7.72 
9.06 
6.90 
8.95 
9.64 
6.20 
6.32 
5.18 
6.96 
6.71 
6.30 
5.95 
9.93 
10.72 
10.55 
10.25 
9-50 
8.22 
11.51 
14.22 
14.80 
15.10 
17.46 
19.36 
18.14 
18.73 
6.84 
5.96 
6.79 
4.58 
7.69 
6.89 
7.70 
7.18 
6.15 
6.91 
7.55 
7.18 
7.16 
5.98 
5.90 
6.06 
5.18 
7.20 
7.71 
5.40 
5.80 
4.84 
6.64 
5.69 
5.36 
5.20 
2.49 
1.46 
2.46 



0.68 
0.64 
0.70 
0.69 
0.72 
0.75 
0.78 
0.70 
1.13 
1.17 
1.11 
0.45 
0.38 
0.57 
0.70 
0.36 
0.39 
0-29 
0.29 
0.31 
0.38 
0.57 



0.69 
0.65 
0,70 
0.68 
0.72 
0.75 
0.77 
0.71 



13 
17 
12 
,44 
.37 
0.58 
0.70 
0.36 
0.40 
0.29 



0.28 
0.18 
0.30 
0.36 
0.36 
0.27 



.28 
0.32 
0.38 
0.58 
0.27 
0.19 
0.29 
0.36 



34 
33 
.21 
,09 
.17 
.31 
.08 
.19 
.06 
.42 
.74 
0.50 
0.65 
0.52 
0.49 
0.38 
0.73 
0.78 
0.83 
0.71 
0.95 
0.75 
1.08 
0.38 
0.42 
0.33 
0.06 
0.06 
0.09 
0.06 
0.10 
0.15 
0.18 
0.20 
0.28 
0.15 
0.30 
0.22 
0.28 
0.14 
0.35 
0.44 
0.11 
0.13 
0.14 
0.27 
0.16 
0.35 
0.14 
0.42 
0.69 
0.40 
0.02 
0.01 
0.02 



37 
26 
33 
34 
,21 
.10 
.18 
.31 
.08 
.19 
.07 
0.41 
0.74 
0.49 
0.64 
0.52 
0.50 
0.38 
0.73 
0.77 
0.82 
0.70 
0.95 
0.75 
1.09 
0.38 
0.42 
0.33 
0.05 
0.06 
0.09 
0.07 
0.10 
0.16 
0.18 
0.20 
0.29 
0.14 
0.29 
0.21 
0.28 
0.14 
0.35 
0.43 
0.11 
0.13 
0.13 
0.27 
0.16 
0-35 
0.15 
0.42 
0.69 
0.40 
0.01 
0.01 
0.02. 
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assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resxd 198 and name H 
assign t segid 3A4 and res id 198 and name N 
assign (segid 3A4 and cesid 198 and name M 
5 assign {segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name N 
10 assign (segid 3A4 and resid 198 and name K 
assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name n 
assign (segid 3A4 and resid 198 and name N 
15 assign (segid 3A4 and resid 198 and name H 
assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name N 
^ assign (segid 3A4 and resid 198 and name N 
20 assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name N 
assign (segid 3A4 and resid 198 and name 0 
assign (segid 3A4 and resid 198 and name 0 
assign (segid 3A4 and resid 198 and name 0 
25 assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name 0 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name 0 
30 assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
35 assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
40 assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
45 assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name O 
50 assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name 0 
assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 198 and name 0 
assign (segid 3A4 and resid 198 and name O 
55 assign (segid 3A4 and resid 198 and name O 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid V99 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
60 assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (sogid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
65 assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign [segid 3A4 and resid 199 and name C 
70 assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (aegid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
75 assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name C 
80 assign {segid 3A4 and resid 199 and name C 
assign (segid 3A4 and resid 199 and name CA 
assign (segid 3A4 and resid 199 and name CA 
assign (segid 3A4 and resid 199 and name CA 



(segid 3A4 and resid 198 and name CG 
(segid 3A4 and resid 198 and name 0 
(segid 3A4 and resid 199 and name C 
(segid 3A4 and resid 199 and name CA 
(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 199 and name N 
(segid 3A4 and resid 199 and name O 
(segid 3A4 and resid 200 and name C 
(segid 3A4 and resid 200 and name CA 
(segid 3A4 and resid 200 and name N 
(segid 3A4 and resid 200 and name O 
(segid 3A4 and resid 201 and name c 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 202 and name N 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 245 and name 0 
(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 198 and name CB 
(segid 3A4 and resid 198 and name CG 
(segid 3A4 and resid 199 and name C 
(segid 3A4 and resid 199 and name CA 
(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 199 and name N 
(segid 3A4 and resid 199 and name 0 
(segid 3A4 and resid 200 and name C 
(segid 3A4 and resid 200 and name CA 
(segid 3A4 and resid 200 and name N 
(segid 3A4 and resid 200 and name O 
(segid 3A4 and resid 201 and name C 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 201 and name K 
(segid 3A4 and resid 201 and name O 
(segid 3A4 and resid 202 and name C 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 202 and name CGI 
(segid 3A4 and resid 202 and name N 
(segid 3A4 and resid 202 and name O 
(segid 3A4 and resid 203 and name C 
(segid 3A4 and resid 203 and name CA 
(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and iesid 204 and name CB 
(segid 3A4 and resid 204 and name H 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and res id 205 and name N 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and re9id 245 and name CB 
(segid 3A4 and resid 245 and name H 
(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 199 and name O 
(segid 3A4 and resid 200 and name C 
(segid 3A4 and resid 200 and name CA 
(segid 3A4 and resid 200 and name N 
(segid 3A4 and resid 200 and name O 
(segid 3A4 and resid 201 and name C 
[segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 201 and name N 
I segid 3A4 and resid 201 and name O 
(segid 3A4 and resid 202 and name C 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 202 and name CGI 
(segid 3A4 and resid 202 and name N 
(segid 3A4 and resid 202 and name O 
(segid 3A4 and resid 203 and name C 
(segid 3A4 and resid 203 and name CA 
(segid 3A4 and res ad 203 and name CB 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and resid 203 and name O 
(segid 3A4 and resid 204 and name CA 
(segid 3A4 and resid 204 and name CB 
(segid 3A4 and resid 204 and name N 
(segid 3A4 and resid 199 and name C 
(segid 3A4 and resid 199 and name CB 
(segid 3A4 and resid 199 and name O 



3.06 
3.53 
4.82 
4.24 
4.93 
2.83 
5.91 
5.83 
5.50 
4.46 
7.04 
6.67 
5.83 
5.26 
5.05 
7 .43 
7.18 
6.30 
7.08 
7.46 
7.43 



3.31 

4.57 

2.91 

2.79 

4.28 

2.26 

3.41 

3.90 

4.18 

3.26 

4.85 

3.70 

3.53 

3.38 

3.04 

4.90 

5.12 

3.96 

3.78 

5.24 

2.97 

6.26 

7.27 

6.45 

6.66 

5.11 

7.70 

6.69 

7.64 

7.63 

6.36 

6.21 

7.04 

6.67 

2.52 

1.23 

3.04 

2.44 

1.33 

3.90 

4.54 

4.46 

5.20 

3.29 

5.61 

4.96 

4.58 

4.35 

5.51 

3.83 

6.18 

6.23 

5.14 

4 .74 

4.24 

7.40 

7.33 

7.34 

6.07 

1.52 

1.53 

2.40 



0.08 

0.05 

0.10 

0.08 

0.13 

0.07 

0.06 

0.21 

0.22 

0.21 

0.21 

0.18 

0.23 

0.30 

0.21 

0.15 

0.12 

0.16 

0.38 

0.21 

0.14 

0.04 

0.06 

0.08 

0.02 

0.02 

0.02 

0.13 

0.14 

0.16 

0.16 

0.14 

0.09 

0.11 

0.08 

0.16 

0.09 

0.14 

0.12 

0.16 

0.15 

0.10 

0.14 

0.11 

0.15 

0.15 

0.15 

0.25 

0.10 

0.20 

0.10 

0.52 

0.55 

0.46 

0.32 

0.04 

0.01 

0.04 

0.02 

0.00 

0.08 

0.10 

0.10 

0.08 

0.12 

0.09 

0.10 

0.12 

0.13 

0.09 

0.13 

0.10 

0.07 

0.08 

0.12 

0.10 

0.08 

0.09 

0.17 

0.08 

0.01 

0.01 

0.01 



0.07 
0.04 
0.09 
0.07 
0.13 
0.07 
0.06 
0.22 
0.22 
0.20 
0.20 
0.18 
0.23 
0.30 
0.20 
0.16 
0.12 
0.16 
0.37 
0.22 
0.15 
0.05 
0.05 
0.07 



02 
02 
01 
12 
13 
16 
15 
13 
09 
11 
0.09 
0.17 
0.08 
0.14 
"0.13 
0.16 
0.16 



10 
14 
10 
15 
15 
15 
26 
09 
0.19 
0.11 
0.52 
0.55 
0.46 
0.33 
0.05 
0.02 
0.05 
0.01 
0.00 
0.09 
0.10 
0.10 
0.08 
0.11 
0.10 
0.10 
0.12 
0.13 
0.08 
0.13 
0.10 
0.08 
0.09 
0.11 
0.09 
0.08 
0.09 
0.16 
0.08 
0.01 
0.02 
0.01 
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10 



15 



20 



30 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



65 



75 



80 



(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and res id 
(sag id 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 end resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and zesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



199 and name CA ) 
199 and name CA > 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA > 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 8nd name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA > 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA > 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA > 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CA ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 
199 and name CB ) 



(segid 3A4 and resid 200 and name C ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 200 and name O > 
(segid 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 201 and name M ) 
(segid 3A4 and resid 201 and name 0 ) 
(segid 3A4 and resid 202 and name C ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name CGI) 
(segid 3A4 and resid 202 and name N ) 
(segid 3A4 and resid 202 and name 0 ) 
(segid 3A4 and reaid 203 and name C J 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name N ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 204 and name N J 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 219 and name CA J 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA 1 



\ aeyjiu 

(segid 3A4 and resid 220 and name CB ) 
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( segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB , 
(segid 3A4 and resid 222 and name CA J 
(segid 3A4 and resid 222 and name CB ) 
Oegid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB J 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB J 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and res id 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB 1 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 24 5 and name CA ) 
{segid 3A4 and resid 245 and name CB > 
(segid 3A4 and resid 245 and name N ] 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 246 and name CB J 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB 1 
(segid 3A4 and resid 248 and name CA } 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA J 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA J 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB > 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 200 and name C ) 
(segid 3A4 and xesid 200 and name CA ) 
(segid 3A4 and resid 200 and name N ) 
(segid 3A4 and resid 200 and name O J 
(segid 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA » 



4.42 
3.80 
2.43 
5.35 
5.46 
5.42 
5.81 
4.35 
6.60 
5.80 
5.15 
4.51 
5.60 
4.54 
7.00 
7.49 
6.30 
6.00 
5.29 
8.70 
8.73 
7.42 
9.83 
9.37 
10.78 
10.11 
12.83 
12.53 
15.52 
14.57 
14.28 
14.29 
10.83 
9.79 
12.82 
13.84 
15.28 
16.32 
13.14 
12.20 
11.63 
10.96 
15.20 
11.95 
12.49 
8.28 
7.83 
8.75 
9.82 
10.99 
12.24 
9.08 
8.56 
6.62 
5.86 
7.29 
9.97 
10.95 
11.71 
12.07 
9.80 
8.48 
10.35 
13.81 
14.34 
14.59 
14.11 
13.89 
12.63 
15.88 
18.51 
5 



0.04 
0.02 
0.01 
0.09 
0.15 
0.10 
0.09 



.48 
4.52 
3.20 
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(segid 3A4 and xesid 201 and name CB ) 
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(segid 3A4 and resid 201 and name « 

(segid 3A4 and tesid 202 and name C , 

(segid 3A4 and resid 202 and name CA > 

(segid 3A4 and resid 202 and name CB ) 

(segid 3A4 and resid 202 and name CGI) 



0.05 
0.01 
0.01 
0.09 
0.14 
0.11 
0.10 
0.10 
0.15 
0.17 
0.20 
0.24 
0.19 
0.18 
0.18 
0.10 
0-11 
0.12 
0.13 
0.11 
0.17 
0.10 
0.22 
0.30 
0.16 
0.16 
0.18 
0.31 
0.52 
0.43 
0.78 
0.92 
0.70 
0.65 
0.66 
0.67 
0.73 
0.77 
0.78 
0.75 
1.11 
1.10 
1.20 
0.58 
0.55 
0.59 
0.70 
0.73 
0.81 
0.48 
0.46 
0.37 
0.53 
0.34 
0.44 
0.32 
0.50 
0.51 
0.15 
0.17 
0.22 
0.21 
0.75 
0.60 
0.48 
0.49 
0.40 
0.76 
0.B2 
0.81 
0.66 
0.07 
0.04 
0.06 
0.10 
0.15 
0.10 
0.10 
0.10 
0.22 
0.26 
0.32 
0.29 



.37 
.89 



6 
6 
6 
7 

5.63 



.80 
.25 



6 
6 

5.73 
6.61 



.96 
.49 



11 
,14 
.16 
.21 
.24 
0.20 
0.19 
0.17 
0.10 
0.11 
0.12 
0.13 
0.10 
0.16 
0.09 
0.23 
0.31 
0.15 
0.16 
0.17 
0.30 
0.53 
0.43 
0.77 
0.92 
0.69 
0.64 
0.68 
0-67 
0.74 
0.76 
0.78 
0.74 
1.10 
1.11 
1.21 
0.57 
0.56 
0.59 
0.70 
0.73 
0.82 
0.49 
0.46 
0.36 
0.53 
0.34 
0.43 
0.32 
O.S0 
0.50 
0.14 
0.17 
0.22 
0.21 
0.74 
0.61 
0.49 
0.50 
0.40 
0.76 
0.82 
0.81 
0.66 
0.06 
0.05 
0.06 
0.10 
0.16 
0.11 
0.10 
0.10 
0.23 
0.26 
0.33 
0.30 
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assign (segid 3A4 and reaid 199 and name CB ) 
£3352 gn (segid 3A4 and tesid 199 and name CB ) 
assign (segid 3A4 and res id 199 and name CB ) 
assign (segid 3A4 and resid 199 and name CB ) 
5 assign (segid 3A4 and res id 199 and name CB ) 
assign (segid 3A4 and res id 199 and name CB ) 
assign (segid 3A4 and res id 199 and name CB } 
assign (segid 3A4 and res id 199 and name CB ) 
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12.70 
12.11 
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7.81 
8.54 
9.43 
11.19 
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assign (segid 3A4 and resid 200 and name CA 
assign (segid 3A4 and resid 200 and name CA ) 
assign (segid 3A4 and resid 200 and name CA ) 
assxgn (segxd 3A4 and resid 200 and name CA 
assign (segid 3A4 and resid 200 and name CA ) 
assxgn (segxd 3A4 and resid 200 and name CA ) 
assign (segid 3A4 and resid 200 and name CA ) 
assxgn (segxd 3A4 and resxd 200 and name CA ) 
assxgn (segxd 3A4 and resxd 200 and name CA 
assign (segid 3A4 and resid 200 and name CA 
assign (segid 3A4 and resid 200 and name CA ) 
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assign 
assign 
assign 
assign 
assign 
assign 
assxgn 



(seqid 3A4 and resid 201 and name C ) 
segid 3A4 and tesid 201 and name CA ) 
(segid 3A4 and tesid 201 and name CB 
(segid 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 201 and name O ) 
(segid 3A4 and resid 202 and name C ) 
segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 202 and name CGI) 
(segid 3A4 and resid 202 and name N ) 
(segxd 3A4 and resxd 202 and name O ) 
(segxd 3A4 and resxd 203 and name C > 
(seaxd 3A4 and resid 203 and name CA ) 
(segxd 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name N ) 
(segxd 3A4 and resid 203 and name O ) 
(segid 3A4 and resid 204 and name C J 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 204 and name N ) 
(segxd 3A4 and resxd 204 and name O ) 
(segxd 3A4 and resxd 205 and name CA ) 
(segxd 3A4 and resxd 205 and name CB ) 
(segxd 3A4 and resxd 205 and name N * 
(segxd 3A4 and resxd 206 and name N 
(segxd 3A4 and resxd 200 and name C 
(segxd 3A4 and resxd 200 and name O 
(segxd 3A4 and resxd 201 and name C 
(segxd 3A4 and resxd 201 and name CA 
(segid 3A4 and resxd 201 and name CB ) 
(segxd 3A4 and resxd 201 and name N ) 
(segid 3A4 and resid 201 and name O ) 
(segid 3A4 and resid 202 and name C ) 
(segid 3A4 and tesid 202 and name CA 
(segid 3A4 and resxd 202 and name CB 
(segxd 3A4 and resid 202 and name CGI 
(segxd 3A4 and resid 202 and name N > 
(segxd 3A4 and resid 202 and name O 
(segxd 3A4 and resid 203 and name C 
(segxd 3A4 and resid 203 and name CA ) 
(segxd 3A4 and resxd 203 and name CB } 
(segid 3A4 and resid 203 and name H 
(segid 3A4 and resid 203 and name O ) 
(segid 3A4 and resid 204 and name C 
(segxd 3A4 and resid 204 and name CA 
(segxd 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 204 and name N 
(segid 3A4 and resid 205 and name CA 
(segxd 3A4 and resxd 205 and name CB ) 
(segxd 3A4 and resxd 205 and name N ) 
(segxd 3A4 and resxd 206 and name CA ) 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resxd 207 and name CA 
(segxd 3A4 and resxd 207 and name CB 
(segxd 3A4 and resxd 219 and name CA ) 
(seaxd 3A4 and resid 219 and name CB ) 
(segxd 3A4 and resxd 220 and name CA ) 
segxd 3A4 and resxd 220 and name CB ) 
segxd 3A4 and resxd 221 and name CA 
(segxd 3A4 and resxd 221 and name CB ) 
(segxd 3A4 and resxd 222 and name CA ) 
segxd 3A4 and resxd 222 and name CB ) 
segxd 3A4 and resxd 223 and name CA 
(segxd 3A4 and resxd 223 and name CB ) 
segxd 3A4 and resxd 224 and name CA 
segxd 3A4 and resxd 224 and name CB 
segxd 3A4 and resid 225 and name CA 
segxd 3A4 and resid 225 and name CB 
segxd 3A4 and resxd 226 and name CA 
segxd 3A4 and resxd 240 and name CA 
segxd 3A4 and resxd 240 and name CB 
segxd 3A4 and resxd 241 and name CA 
segid 3A4 and resid 241 and name CB 
segid 3A4 and resxd 242 and name CA 
segid 3A4 and resid 242 and name CB 
segid 3A4 and resid 243 and name CA 
segid 3A4 and resxd 243 and name CB 
*egid 3A4 and resid 244 and name CA 
segid 3A4 and resid 244 and name CB 
segid 3A4 and resxd 245 and name CA 
segid 3A4 and resid 245 and name CB 
segid 3A4 and resid 246 and name CA 
segid 3A4 and resid 246 and name CB ) 



0.07 
0.01 
0.04 
0.00 
0.10 
0.12 
0.11 
0.08 
0.09 
0.10 
0.12 
0.09 
0.13 
0.13 
0.13 
0.08 
0.11 
0.12 
0.20 
0.08 
0.10 
0.14 



3.04 
2.44 
3.73 
1.33 
3.87 
4.63 
4.54 
5.28 
6.55 
3.35 
5. 70 
4.97 
4.62 
4.36 
3.91 
6.18 
6.12 
5.10 
4.67 
4.22 
7.27 
7.39 
7.14 
5.96 
7.89 
1.52 
2.38 
4.40 
3.81 
4.87 
2.44 
5.31 
5.57 
5.50 
5.90 
7.12 
4.41 
6.69 
5.82 
5.21 
4.55 
4.64 
7.01 
7.39 
6.24 
5.90 
5.25 
8.56 
8.54 
7.30 
10.06 
9.67 
11.07 
10.44 
15.42 
14.27 
15.10 
15.32 
11.63 
10.35 
12.96 
13.63 
16.09 
17.01 
14.73 
14 .00 
12.78 
11.73 
16.02 
14.76 
15.47 
11.12 
10.47 
12.26 
13.33 
14.42 
15.57 
12.05 
11.28 
10.01 
9.45 
13.46 
14.54 



0.07 

0.01 

0.03 

0.01 

0.10 

0.13 

0.11 

0.09 

0.09 

0.10 

0.12 

0.09 

0.12 

0.13 

0.13 

0.09 

0.10 

0.11 



19 
13 
09 
01 
.02 
0.03 
0.03 
0.06 
0.04 
0.08 
0.09 
0.06 
0.06 
0.04 
O.06 
0.09 
0.13 
0.12 
0.14 
0.10 
0.12 
0.15 
0.17 
0.21 
0.13 
0.15 
0.20 
0.15 
0.07 
0.10 
0.31 
0.44 
0.34 
0.28 
0.52 
0.61 
0.56 
0.51 
0.77 
0.76 
0.73 
0.69 
0.71 
0.59 
1.12 
1.17 
1.31 
0.59 
0.65 
0.65 
0.78 
0.81 
0.91 
0.50 
0.50 
0.33 
0.40 
0.36 
0.42 
0.48 
0.48 



21 
08 
.10 
.14 
.19 
.12 
0.08 
0.01 
0.02 
0.04 
0.02 
O.06 
0.O3 
0.09 
0.08 
0.05 
0.06 
0.03 
0.05 
0.09 
0.12 
0.12 
0.15 
0.10 
0.13 
0.14 
0.17 
0.21 
0.14 
0.15 
0.19 
0.14 
0.07 
0.10 
0.32 
0.43 
0.35 
0.27 
0.51 
0.62 
0.56 
0.51 
0.77 
0.77 
0.74 
0.70 
0.72 
0.59 
1.12 
1.17 
1.31 
0.59 
0.66 
0.64 
0.78 
0.82 
0.92 
0.51 
0.49 
0.33 
0.40 
0.35 
0.43 
0.48 
0.49 
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assign (segxd 3A4 and resid 200 and name CA 
assign (segxd 3A4 and resxd 200 and name CA. 
asajgn (segxd 3A4 and resxd 200 and name CA 
assign (beg id 3A4 and resxd 200 and name CA 
assign (segid 3A4 and resxd 200 and name CA 
assign (segxd 3A4 and resxd 200 and name CA 
assxgn (segxd 3A4 and resxd 200 and name CA 
assign (segxd 3A4 and resxd 200 and name CA 
assign (segxd 3A4 and resxd 200 and name CA 
assxgn (segid 3A4 and resxd 200 and name CA 
assign (segid 3A4 and resxd 200 and name CA 
assign (segxd 3A4 and resxd 200 and name CA 
assign (segxd 3A4 and resxd 200 and name N 
assign (segid 3A4 and resxd 200 and name N 
assxgn (segxd 3A4 and resxd 200 and name N 
assxgn (segxd 3A4 and resxd 200 and name N 
assign (segxd 3A4 and resxd 200 and name N 
assign (segid 3A4 and resxd 200 and name N 
assign (segid 3A4 and resxd 200 and name N 
assign (segxd 3A4 and resxd 200 and name N 
assxgn (segxd 3A4 and resxd 200 and name N 
assxgn (segxd 3A4 and resxd 200 and name N 
assign (segid 3A4 and resxd 200 and name N 
assign (segid 3A4 and resid 200 and name N 
assign (segid 3A4 and resid 200 and name N 
assign (segid 3A4 and resid 200 and name N 
assign (segid 3A4 and resid 200 and name N 
assign (segid 3A4 and resid 200 and name H 
assign (segid 3A4 and resid 200 and name N 
assign (segid 3A4 and resxd 200 and name N 
assign (segxd 3A4 and resxd 200 and name N 
assign (segid 3A4 and resid 200 and name N 
assign (segid 3A4 and resid 200 and name N 
assign (segid 3A4 and resid 200 and name H 
assign (segLd 3A4 and resid 200 and name O 
assign (segid 3A4 and resid 200 and name O 
assign (segid 3A4 and resid 200 and name O 
assign (segid 3A4 and resid 200 and name O 
assign (segid 3A4 and resid 200 and name O 
assign (segxd 3A4 and resid 200 and name 0 
assxgn (segxd 3A4 and resid 200 and name O 
assign (segid 3A4 and resid 200 and name O 
assign (segxd 3A4 and resid 200 and name O 
assign (segxd 3a4 and xesxd 200 and name 0 
assxgn (segxd 3A4 and resid 200 and name 0 
assign (segid 3A4 and resid 200 and name 0 
assign (segxd 3A4 and tesxd 200 and name 0 
assxgn (segxd 3A4 and resxd 200 and name 0 
assign (segxd 3A4 and resid 200 and name O 
assign (segxd 3A4 and resxd 200 and name 0 
assign (segxd 3A4 and resid 200 and name 0 
assign (segid 3A4 and resid 200 and name O 
assign (segid 3A4 and resid 200 and name 0 
assign (segxd 3A4 and resid 200 and name O 
assign (segxd 3A4 and resxd 200 and name 0 
assign (segid 3A4 and resxd 200 and name 0 
assign (segid 3A4 and resid 200 and name 0 
assign (segid 3A4 and resid 200 and name 0 
assxgn (segid 3A4 and resid 200 and name O 
assign (segid 3A4 and resid 200 and name 0 
assign (segid 3A4 and resid 201 and name C 
assxgn (segid 3A4 and resid 201 and name C 
assign (segid 3A4 and resid 201 and name C 
assign (segid 3A4 and resid 201 and name C 
assign (segid 3A4 and resid 201 and name C 
assign (segxd 3A4 and resid 201 and name C 
assxgn (segxd 3A4 and resxd 201 and name C 
assxgn (segxd 3A4 and zesid 201 and name C 
assign (segxd 3A4 and resxd 201 and name C 
assign (segxd 3A4 and resxd 201 and name C 
assxgn (segxd 3A4 and resxd 201 and name C 
assxgn (segxd 3A4 and resid 201 and name C 
assign (segxd 3A4 and tesxd 201 and name C 
assign (segxd 3A4 and resxd 201 and name C 
assign (segxd 3A4 and resxd 201 and name C 
assxgn (segxd 3A4 and resxd 201 and name C 
assign (segxd 3A4 and resid 201 and name C 
assign (segxd 3A4 and resxd 201 and name C 
assxgn (segxd 3A4 and resid 201 and name C 
assign (segxd 3A4 and resid 201 and name C 
assign (segxd 3A4 and resid 201 and name C 
assign (segid 3A4 and resid 201 and name C 
assxgn (segid 3A4 and resid 201 and name C 



(segxd 3A4 and resid 247 and name CA ) 
(segxd 3A4 and resxd 247 and name CB ) 
(segxd 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segxd 3A4 and resxd 252 and name CA ) 
(segxd 3A4 and resxd 252 and name CB ) 
(segxd 3A4 and res id 253 and name CA ) 
(segid 3A4 and resid 200 and name C ) 
(segxd 3A4 and resid 20 0 and name CA ) 
(segxd 3A4 and resid 200 and name O ) 
(segid 3A4 and resid 201 and name C ' ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resxd 201 and name CB ) 
(segxd 3A4 and resxd 201 and name N ) 
(segxd 3A4 and resxd 201 and name O ) 
(segxd 3A4 and resid 202 and name C ) 
(segxd 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resxd 202 and name CGI) 
(segid 3A4 and resxd 202 and name N ) 
(segxd 3A4 and resxd 202 and name O ) 
(segxd 3A4 and resxd 203 and name C ) 
(segid 3A4 and resid 203 and name CA > 
(segid 3A4 and resxd 203 and name CB ) 
(segxd 3A4 and resxd 203 and name M ) 
(segxd 3A4 and resxd 203 and name O ) 
(segxd 3A4 and resid 204 and name CA ) 
(segxd 3A4 and resxd 204 and name CB ) 
(segxd 3A4 and resxd 204 and name H ) 
(segxd 3A4 and resid 201 and name C ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resxd 201 and name CB ) 
(segxd 3A4 and resid 201 and name N ) 
(segid 3A4 and resid 201 and name O ) 
(segxd 3A4 and resxd 202 and name C ) 
(segxd 3A4 and resxd 202 and name CA ) 
(segid 3A4 and resxd 202 and name CB ) 
(segid 3A4 and resid 202 and name CGI) 
(segxd 3A4 and resxd 202 and name N ) 
(segxd 3A4 and resxd 202 and name O ) 
(segid 3A4 and resxd 203 and name C ) 
(segxd 3A4 and resxd 203 and name CA j 
(segxd 3A4 and resxd 203 and name CB ) 
(segid 3A4 and resxd 203 and name N j 
(segxd 3A4 and resid 203 and name O j 
(segid 3A4 and resxd 204 and name C ) 
(segid 3A4 and resid 204 and name CA | 
(segid 3A4 and resid 204 and name CB ] 
(segid 3A4 and resxd 204 and name N ] 
(segxd 3A4 and resxd 204 and name O j 
(segid 3A4 and resxd 205 and name C ] 
(segxd 3A4 and resxd 205 and name CA ; 
(segxd 3A4 and resxd 205 and name CB ) 
(segxd 3A4 and resxd 205 and name N ! 
(segxd 3A4 and resxd 206 and name N 
(segxd 3A4 and resxd 201 and name CB ' 
(segxd 3A4 and resxd 201 and name O 
(segxd .3A4 and resid 202 and name C 
{segid 3A4 and resxd 202 and name CA 
(segid 3A4 and resxd 202 and name CB : 
(segid 3A4 and resid 202 and name CGI 
(segid 3A4 and resid 202 and name N 
(segid 3A4 and resxd 202 and name O 
(segxd 3A4 and resxd 203 and name C 
(segxd 3A4 and resxd 203 and name CA 
(segxd 3A4 and resid 203 and name CB 
(segxd 3A4 and resxd 203 and name N 
(segxd 3A4 and resxd 203 and name 0 
(segxd 3A4 and xesxd 204 and name C 
(segxd 3A4 and resxd 204 and name CA 
(segxd 3A4 and res»xd 204 and name CB 
(segxd 3A4 and resxd 204 and name H 
(segxd 3A4 and resxd 204 and name O 
(segxd 3A4 and resxd 20b and name C 
(segid 3A4 and resxd 205 and name CA 
(segxd 3A4 and resxd 205 and name CB 
(segid 3A4 and resxd 205 and name N 
(segid 3A4 and resid 205 and name 0 



14.73 0.21 0.20 

14.97 0.17 0.18 
12.23 0.33 0.33 
10.79 0.30 0.30 
13.04 0.76 0.77 
16.60 0.66 0.66 

17.29 0.52 0.52 
16.78 0.57 0.57 
16.16 0.46 0.45 
15.62 0.89 0.89 

14.30 0.94 0.94 

17.98 0.96 0.97 

2.44 0.02 0.02 

1.45 0.00 0.01 
3.49 0.04 0.03 
4.66 0.06 0.06 
4.17 0.08 0.08 
4.92 0.11 0.10 

2.77 0.08 0.09 

5.75 0.07 0.06 

5.68 0.06 0.06 
5.33 0.07 0.07 
5.38 0.09 0.10 
6.64 0.05 0.05 
4.30 0.08 0.08 
6.89 0.06 0.06 
6.56 0.08 0.08 

5.69 0.09 0.09 
5.14 0.13 0.13 
4.89 0.07 0.08 

7.76 0.07 0.08 
7.28 0.13 0.12 
7.04 0.20 0.20 
6.16 0.09 0.10 
3.03 0.16 0.15 

2.78 0.01 0.01 
4.26 0.03 0.04 
2.25 0.01 0.01 
3.49 0.17 0.18 
4.25 0.26 0.27 
4.52 0.25 0.25 
5.48 0.21 0.22 

6.59 0.25 0.24 
3.54 0.22 0.22 
5.16 0.27 0.27 
3.98 0.18 0.18 
3.89 0.23 0.22 

3.70 0.20 0.19 
3.45 0.24 0.25 

5.16 0.17 0.16 
5.07 0.15 0.15 
3.95 0.13 0.13 
3.61 0.20 0.20 
3.12 0.15 0.15 
6.20 0.14 0.13 
7.35 0.20 0.20 
6.39 0.22 0.23 
6.56 0.27 0.28 
5.07 0.21 0.21 
7.03 0.17 0.18 
2.51 0.04 0.03 
1.23 0.00 0.01 
3.02 0.05 0.05 

2.45 0.02 0.03 
3.74 0.02 0.01 
4.97 0.03 0.02 
1.33 0.01 0.01 
3.86 0.O5 0.04 

4.56 0.07 0.06 

4.46 0.07 0.06 

5.17 0.06 0.07 
3.28 0.08 0.08 

5.60 0.08 0.07 
4.83 0.08 0.07 

4.57 0.11 0.11 
4.38 0.23 0.24 
3.86 0.08 0.09 

i 6.01 0.08 0.08 
i 6.00 0.08 0.09 
I 4.90 0.11 0.32 
f 4.43 0.17 0.17 
f 4.08 0.08 0.07 
! 7.09 0.11 0.11 
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assign 
assign 
assign 
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assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 201 and name C 
assign (segid 3A4 and xesid 201 and name C 
assign (segid 3A4 and resid 201 and name C 
(segid 3A4 and resid 201 and name C 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segrd 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assiqn (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
assign (segid' 3 A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign -(segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid- 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and re3id 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
assign (seqid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
assign (segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
{segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CA 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 201 and name CB 
assign (segid 3A4 and resid 201 and name CB 
assign (segid 3A4 and resid 201 and name CB 
assign (segid 3A4 and resid 201 and name CB 
assign (segid 3A4 and resid 201 and name CB 
assign (segid 3A4 and resid 201 and name CB 
assign (segid 3A4 and resid 201 and name CB 



assign 
assign 
assign 
assign 



assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 206 and name CA 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name N 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 201 and name C 
(segid 3A4 and resid 201 and name CB 
(segid 3A4 and resid 201 and name 0 
(segid 3A4 and resid 202 and name C 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 202 and name CGI 
(segid 3A4 and resid 202 and name N 
(segid 3A4 and resid 202 and name O 
(segid 3A4 and resid 203 and name C 
(segid 3A4 and resid 203 and name CA 
(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and resid 203 and name O 
(segid 3A4 and resid 204 and name C 
(segid 3A4 and resid 204 and name CA 
(segid 3A4 and resid 204 and name CB 
(segid 3A4 and resid 204 and name N 
(segid 3A4 and resid 204 and name O 
(segid 3A4 and resid 205 and name C 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 206 and name CA 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name N 
(segid 3A4 and resid 207 and name CA 
(segid 3A4 and resid 207 and name CB 
(segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB 
(segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 226 and name CA 
(segid 3A4 and resid 240 and name CA 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 241 and name CA 
(segid 3A4 and resid 241 and name CB 
(segid 3A4 and resid 242 and name CA 
(segid 3A4 and res id 242 and name CB 
(segid 3A4 and resid 243 and name CA 
(segid 3A4 and resid 243 and name CB 
(segid 3A4 and resid 244 and name CA 
(segid 3A4 and resid 244 and name CB 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 246 and name CA 
(segid 3A4 and resid 246 and name CB 
(segid 3A4 and resid 247 and name CA 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA 
(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 24 9 and name CA 
(segid 3A4 and resid 250 and name CA 
(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 254 and name CA 
(segid 3A4 and resid 202 and name C 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 202 and name CGI 
(segid 3A4 and resid 202 and name N 
(segid 3A4 and resid 202 and name 0 
(segid 3A4 and resid 203 and name C 
(segid 3A4 and resid 203 and name CA 
(segid 3A4 and resid 203 and name CB 



7.28 
7.37 
5.98 
6.27 
1.52 

I. 55 
2.39 
4.42 
3.83 
4.89 
6.25 
2.44 
5.32 
5.53 
5.46 
5. 84 
4.40 
6.63 
5.66 
5.16 
4.55 
4.62 
6.80 
7.28 
6.05 
5.63 
5.14 
8.66 
8.77 
7.33 

10.12 
9.86 

II. 70 
10.51 
11.66 
11.98 

8.38 
6.99 
9.75 
10.30 
13.02 
13.83 
12.20 
11.52 
10.67 
9.52 
13.82 
14.61 
15.65 
11.33 
11.10 
12.81 
14.13 
14.03 
15.05 
10.94 
10.13 
9.51 
9.54 
12.94 
14.21 
13.22 
13.29 
10.30 
8.85 
11.91 
15.17 
15.87 
14.56 
13.72 
13.60 
12.46 
16.53 
18.93 
5.43 
4.47 
5.34 
6.76 
3.14 
6.28 
6.93 
6.82 
7.28 



0.09 

0.14 

0.07 

0.47 

0.01 

0.03 

0.02 

0.05 

0.03 

0.02 

0.02 

0.02 

0.05 

0.09 

0.08 

0.09 

0.09 

0.09 

0.12 

0.14 

0.24 

0.10 

0.13 

0.10 

0.13 

0.15 

0.11 

0.11 

0.16 

0.10 

0.06 

0.16 

0.36 

0.28 

0.51 

0.54 

0.62 

0.56 

0.84 

0.81 

0.80 

0.76 

0.76 

0.59 

1.14 

1.21 

1.29 

0.45 

0.49 

0.58 

0.72 

0.68 

0.72 

0.43 

0.42 

0.37 

0.42 

0.43 

0.44 

0.55 

0.52 

0.37 

0.33 

0.51 

0.47 

0.93 

0.81 

0.66 

0.73 



60 
08 
14 
12 
95 
04 
0.06 
0.11 



10 
14 
08 
Al 
01 
02 
,01 
0.06 
0.03 
0.01 
0.03 
0.03 
0.O5 
0.08 
0.08 
0.10 
0.09 
0.09 
0.12 
0.14 
0.25 
0.10 
0.13 
0.10 
0.13 
0.15 
0.10 
0.12 
0.15 
0.10 
0.06 
0.15 
0.37 
0.28 
0.52 
0.54 
0.62 
0.55 
0.83 
0.B2 
0.B0 
0.76 
0.76 
0.59 
1.14 
1.21 
1.29 
0.46 
0.48 
0.59 
0.72 
0.68 
0.73 
0.44 
0.42 
0.36 
0.41 
0.42 
0.45 
0.55 
0.S1 
0.37 
0.32 
0.52 
0.47 
0.92 
0.80 
0.66 
0.73 
0.61 
1.07 
1.14 
1.12 
0.96 
0.03 
0.07 
0.10 
0.11 
0.06 
0.07 
0.09 
0.05 
0.05 
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assign (segxd 3A4 and resld 201 and name CB ) 

assxgn segxd 3A4 and resld 201 and name CB 

o»"gn segxd 3A4 and resld 201 and name CB 

assxgn segxd 3A4 and resld 201 and name CB 

assign segxd 3A4 and resxd 201 and name CB 

as"gn segid 3A4 and resxd 201 and name CB 

as"gn segxd 3A4 and resxd 201 and name CB 

alsxgn segxd 3A4 and resxd 201 and name CB 
SSS (segxd 3A4 and resxd 201 and name CB , 



(segid 3A4 and resxd 203 and name H 
(segid 3A4 and resxd 204 and name C ) 
(segxd 3A4 and resid 204 and name CA ) 
segid 3A4 and resxd 204 and name CB ) 
(segid 3A4 and resxd 204 and name N 
(segid 3A4 and resid 205 and name CA 
segid 3A4 and resid 205 and name CB ) 
(segxd 3A4 and resid 205 and name N 
(segid 3A4 and resid 206 and name CA 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



assign Uegxd 3A4 and resxd 201 and name CB segxu « ^ ^ ^ ^ 
assign (segxd 3A4 and resxd 201 and name CB sg ^ ^ ^ Mme ^ 



segid 3A4 and resxd 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 219 and name CA 
segid 3A4 and resxd 219 and name CB 
segid 3A4 and lesid 220 and name CA 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A1 ana re«si« °»- ~- : 

segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segxd ana reow « — : 

(segid 3A4 and resid 242 and name CB ) 

segid 3A4 and resld 243 and name CA 
(segid 3A4 and resxd 243 and name CB 

segid 3A4 and resxd 244 and name CA ) 



assxgn 
assign 
assign 



ssssiS5=ssaa ==i 
sss isss ss a as is; a = s !S33 a = s = „„ „ , 
=5 as a a ss s a = s w- « - s - - 3 

assxan (segid 3A4 and resid 201 and name 1 _^ 000 — h « am « CA 1 

Assign segxd 3A4 and resid 201 and name CB 
assign segxd 3A4 and resid 201 and name CB 
83919 segxd 3A4 and resxd 201 and name CB 

segid 3A4 and resxd 201 and name CB ~« ~~ ™— -~ and name ^ , 

segid 3A4 and resid 201 and name CB segid 3A4 and resxd ^ ^ | 

(segid 3A4 and resid 201 and name CB ) segxd 3M ana re ^ ) 

Uegid 3A4 and resid 201 and na^e CB segxd 3A4 and resx^ ^ ^ ^ 

assxgn (segid 3A4 and resxd 201 and name CB segi ^ name 

assign (segxd 3A4 and resxd 201 and name CB segx ^ and name 

assxgn (segxd 3A4 and resxd 201 and name CB seg ^ gnd name 

assxgn (segxd 3A4 and resxd 201 and name CB seg ^ and naroe 

(segxd 3A4 and resid 201 and name CB seg ^ name ^ } 

(segid 3A4 and resxd 201 and name CB segid 3A* an ^ ^ ^ ^ } 

(seaxd 3A4 and resxd 201 and name CB J isegj.u m t ^ „-» m „ ca 

(segxd 3A4 and resid 201 and name CB ) 
segxd 3A4 and resxd 201 and name CB 
segxd 3A4 and resxd 201 and name CB ) 
-™ Uegxd 3A4 and resxd 201 and name CB — — — J 244 and name CB ) 

assign (segid 3A4 and resxd 201 and name CB seg resid ^ an<J najne 

assian (segid 3A4 and resid 201 and name 1 ^ 5 Q najne CB ) 

assign segxd 3A4 and resxd 201 and name CB segid 3A4 and resxa ^ } 

Isligll (segxd 3A4 and resxd 201 and name CB segxd 3A and resid ^ ^ ^ 

assign (segid 3A4 and resid 201 and name CB ) ^giu d 247 and name CA ) 

9 (segxd 3A4 and resxd 201 and name CB segxd 3A4 and ro ^ and ^ 
(segxd 3A4 and resid 201 and name CB segxa name ^ 

assign (segxd 3A4 and resxd 201 and name CB segid ■ name CQ ) 

assign segxd 3A4 and resxd 201 and name CB segid 3A4 and res name CA ) 

assian segxd 3A4 and resxd 201 and name CB (segid 3A4 and resx^ ^ ^ ^ 

assxgn seg ^ and 2Q1 and name cb 

segid 3A4 and resid 201 and name CB ) 

segxd 3A4 and resxd 201 and name CB 

assxgn (segxd 3A4 and resxd 201 and name CB ) 

aslign se^xd 3A4 and resxd 201 and name CB 

assign segid 3A4 and resxd 201 and name CB 
assign 19 ^ ^ 2Q1 gnd name ^ 

(seqid 3A4 and resid 201 and name CB ) 

segxd 3A4 and resid 201 and name CB > l seg, a ~~ ----- Qnd ngme ^ , 

assign Uegid 3A4 and resid 201 and name CB segid 3A4 and resx q ) 

assign selid 3A4 and resid 201 and name N segxd 3A4 and resx name CA ) 

alsign (segid 3A4 and resid 201 and name N ) (segid 3A4 ana _ ^ ^ rR l 

assign segid 3A4 and resid 201 and name H 
assign J se « ld 3M an<J resld 201 and name N 

(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 201 and name N 
(segid 3A4 and resid 201 and name n 
(segid 3A4 and resid 201 and naroe N 
(segid 3A4 and resid 201 and name M 
(segid 3A4 and resid 201 and name N 
assiqn (segid 3A4 and resid 201 and name N 
assxgn segxd 3A4 and resxd 201 and name M 
assign segxd 3A4 and resxd 201 and name M 
assign selid 3A4 and resxd 201 and name N 
assign selxd 3A4 and re^xd 201 and name N 
(segxd 3A4 and resxd 201 and name M 
(segxd 3A4 and resxd 201 and name M 
(segxd 3A4 and resid 203 and name N 
(segxd 3A4 and resxd 201 and name 0 
(segxd 3A4 and resxd 201 and name 0 
(segid 3A4 and resid 201 and name O 



assign 
assxgn 
assxgn 
assxgn 



assign 
assign 
assign 
assign 



(Segia aiw ico*— ■ ~ x 

segid 3A4 and resid 250 and name CA ) 
segxd 3A4 and resid 250 and name CB ) 
segxd 3A4 and resid 251 and name CA 
segid 3A4 and resid 251 and name CB 
segxd 3A4 and resid 252 and name CA ) 
segxd 3A4 and resxd 252 and name CB 
segid 3A4 and resxd 253 and name CA 
segxd 3A4 and resld 254 and name CA 
(segad 3A4 and resld 255 and name CA ) 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assxgn 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 



assign isegxd 3A4 and resid 201 and name 



) 
) 
) 
) 
) 
) 
) 
) 
1 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



segid 3A4 and resxd 201 and name CB ) 
(segid 3A4 and resxd 201 and name 0 ) 
(segid 3A4 and resxd 202 and name C 

and resxd 202 and name CA ) 

and resxd 202 and name CB ) 
and resxd 202 and name CGI) 
and resxd 202 and name N ) 
and resid 202 and name 0 ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 



l seg iu ^r\** «.iv« 

(segxd 3A4 and resid 203 and name C 
segxd 3A4 and resld 203 and name CA 
— " and resid 203 and name CB 
and resid 203 and name N 
and resid 203 and name O 
and resid 204 and name C 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



1 seqxa J/**! oils* - w— - - 

segxd 3A4 and resid 204 and name CA 
Uegxd 3A4 and resid 204 and name CB 
seaxd 3A4 and resid 204 and name N 
(segxd 3A4 and resid 204 and name O ) 
seaxd 3A4 and resid 205 and name CA 
segid 3A4 and resid 205 and name CB 
(segid 3A4 and resxd 205 and name H > 
(segxd 3A4 and tesxd 201 and name CB ) 
(segid 3A4 and resid 202 and name C ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 



5-63 
6.81 
6.51 
5.62 
6.06 
6.80 
6.09 
6.14 
9.64 
9.82 
11.33 
11.16 
10.95 
9.72 
10.79 
10.96 
7.72 
6.28 
9.58 
10.15 
12.69 
13.36 
11.88 
11.09 
10.82 
9.77 
14.05 
14.94 
15.90 
11.68 
11.61 
12.87 
14.23 
13.80 
14.85 
10.63 
9.98 
9.05 
9.26 
12.27 
13.61 
12.35 
12.49 
9.21 
7.80 
10.77 
13.98 
14.75 
13.23 
12.42 
12.16 
11.03 
15.15 
17.54 
17.07 
17.27 
2.44 
1.45 
2.46 
3. 48 
4.73 
4.24 
4.98 
6.39 
2.81 
S.80 
5.67 
5.34 
5.37 
4.34 
6.87 
6.42 
5.64 
5.10 
4.87 
7.59 
7.11 
6.80 
6.04 
3.30 
2.96 
2.78 
4.28 



0.05 
0.17 
0.17 
0-27 
0.12 
0.17 
0.17 
0.15 
0.11 
0.12 
0.04 

0.10 

0.39 
0.30 
0.54 
0.55 
0.67 
0.63 
0.60 
0.78 
0.75 
0.74 
0.74 
0.59 
1.11 
1.16 
1.20 
0.37 
0.39 
0.50 
0.64 
0.59 
0.62 
0.44 
0.41 
0.38 
0.41 
0.42 
0.44 
0.60 
0.57 
0.45 
0.42 
0.54 
0.47 
0.97 
0.66 
0.73 
0.74 
0.59 
1.09 
1.17 
1.16 
0.99 
1.41 
0.96 
0.01 
0.00 
0.03 
0.04 
0.05 
0.05 
0.04 
0.04 
0.04 
0.03 
0.03 
0.07 
0.09 
0.09 
0.04 
0.08 
0.11 
0.22 
0.06 
0.08 
0.12 
0.16 
0.06 
0.06 
0.06 
0.03 
0.02 



0.05 
0.17 
0.17 
0.28 
0.11 
0.17 
0.18 
0.15 
0.11 
0.12 
0.03 
0.11 
0.39 
0.31 
0.54 
0-56 
0.68 
0.62 
0-81 
0.76 
0.76 
0.73 
0.75 
0.59 
1.11 
1.17 
1.20 
0.36 
0.38 
0.51 
0.64 
0.58 
0.62 
0.43 
0.40 
0.37 
0.41 
0.43 
0.43 
0.60 
0.57 
0.45 
0.41 
0.54 
0.47 
0.97 
0.87 
0.74 
0.74 
0.59 
1.09 
1-16 
1.17 
1.00 
1.41 
0.95 
0.02 
0.00 
0.04 
0.03 
0.06 
0.04 
0.05 
0.04 
0.05 
0.04 
0.04 
0.08 
0.09 
0.10 
0.03 
0.09 
0.10 
0.22 
0.05 
0.09 
0.11 
0.17 
0.09 
0.06 
0.06 
0.03 
0.02 
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) 

) 

• 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
j 



assign (segid 3A4 and reBid 201 and name O 
assign segid 3A4 and resid 201 and name O 
assign segid 3A4 and resid 201 and name 0 
assign segid 3A4 and resid 201 and name 0 
5 as"gn segid 3A4 and resid 201 and name 0 
assign segid 3A4 and resid 201 and name 0 
assign segid 3A4 and resid 201 and name O 
assign segid 3A4 and resid 201 and name O 
assign segid 3A4 and resid 201 and name 0 
10 assign seg\d 3A4 and resid 201 and name O 
assign segid 3A4 and resid 201 and name 0 
assign segid 3A4 and resid 201 and name 0 
assign (segid 3A4 and resid 201 and name 0 
assign segid 3A4 and resid 201 and name O 
15 assign segid 3A4 and resid 201 and name O 
assign segid 3A4 and resid 201 and name 0 
assign (segid 3A4 and resid 201 and name O 
assiqn segid 3A4 and resid 201 and name 0 
assign segid 3A4 and resid 201 and name O 
20 assign segid 3A4 and resid 201 and name O 
assign (segid 3A4 and resid 201 and name O 
assign (segid 3A4 and resid 201 and name O 
assign segid 3A4 and resid 201 and name O 
assign segid 3A4 and resid 201 and name O 
25 tssign segid 3A4 and resid 202 and name C 
assign seg\d 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
30 assign (segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign (segid 3A4 and resid 202 and name C 
assign (segid 3A4 and resid 202 and name C 
35 assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign Isegid 3A4 and resid 202 and name C 
assign (segid 3A4 and tesid 202 and name C 
40 "sign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
45 assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
assign segid 3A4 and resid 202 and name C 
alsign segid 3A4 and resid 202 and name C 
50 aslign segid 3A4 and resid 202 and name C 
5 assign segid 3A4 and resid 202 and name C 
assign (segid 3A4 and resid 202 and name CA 
atsign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
55 assign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assian segid 3A4 and resid 202 and name CA ) 
assign segid 3A4 and resid 202 and name CA 
60 tssign segid 3A4 and resid 202 and name CA 
llViln seqid 3A4 and resid 202 and name CA > 
assign (segia ^ , ™,h on? and name CA ) 



(segid 3A4 and resid 202 and name CGI) 
(segid 3A4 and resid 202 and name N ) 
(segid 3A4 and resid 202 and name O 
(segid 3A4 and resid 203 and name C 
(segid 3A4 and resid 203 and name CA 
(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and resid 203 and name O 
( segid 3A4 and resid 204 and name C 
segid 3A4 and resid 204 and name CA 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 204 and name N ) 
(segid 3A4 and resid 204 and name O ) 
(segid 3A4 and resid 205 and name C ) 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name N ) 
(segid 3A4 and resid 205 and name O ) 
(segid 3A4 and resid 206 and name C ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB > 
(segid 3A4 and resid 206 and name N > 
(seqid 3A4 and resid 207 and name N ) 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name CGI 
(segid 3A4 and resid 202 and name O 
(segid 3A4 and resid 203 and name C 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and resid 203 and name O > 
(segid 3A4 and resid 204 and name C 
(segid 3A4 and resid 204 and name CA 
segid 3A4 and resid 204 and name CB 
(segid 3A4 and resid 204 and name N 
(segid 3A4 and resid 204 and name O 
(segid 3A4 and resid 205 and name C 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name O 
segid 3A4 and resid 206 and name C ) 
segid 3A4 and resid 206 and name CA ) 
( segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name N 
segid 3A4 and resid 206 and name O 
segid 3A4 and resid 207 and name CA 
(segid 3A4 and xesid 207 and name N 
segid 3A4 and resid 221 and name CB 
segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 202 and name C 
(segid 3A4 and resid 202 and name CB 
segid 3A4 and resid 202 and name OG1 
(segid 3A4 and resid 202 and name O ) 
(segid 3A4 and resid 203 and name C 
(segid 3A4 and resid 203 and name CA 
segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name N ) 
segid 3A4 and resid 203 and name O 
segid 3A4 and resid 204 and name C ) 



5.25 
2.25 
3.43 



0.05 
0.01 
0.07 
0.10 
0.09 
0.08 
0.10 
0.11 
0.09 
0.14 
0.25 
0.13 
0.09 
0.10 
0.12 
0.16 
0.08 
0.11 



) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

> 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 



^ Isllid 3A4 and resxd 202 and na-e CA ) segxd £ — « ^ ^ ^ , 

i 8 *?" ^ 2S2 III and nSa CA (sExS 3A4 and resxd 204 and name CB 



65 



70 



75 



80 



ITAt 55 -d 202 and name « ) 

assxan segxd 3A4 and resxd 202 and name CA 
Aslln segid 3A4 and resxd 202 and name CA 
Tslll" segxd 3A4 and resxd 202 and name CA 
assxan segxd 3A4 and resxd 202 and name CA 
assxgn segxd 3A4 and resxd 202 and name CA 
asstan (segxd 3A4 and resxd 202 and name CA J 
"sxgn segxd 3A4 and resxd 202 and name CA 
assxgn segxd 3A4 and resxd 202 and name CA ) 
assxgn segxd 3A4 and resxd 202 and name CA 
Isslln (segxd 3A4 and resxd 202 and name CA 
asstgn segxd 3A4 and resxd 202 and name CA 
asst^n «gxd 3A4 and resxd 202 and name CA 
segxd 3A4 and resxd 202 end name CA 
(segxd 3A4 and resxd 202 and name CA ) 
iaagxd 3A4 and resxd 202 and name CA ) 
(segxd 3A4 Bnd resxd 202 and name CA > 
(segxd 3A4 and resxd 202 and name CA ) 
Uegxd 3A4 and resxd 202 and name CA ) 
(segid 3A4 and resid 202 and name CA ) 

w ' _ _ _ . name* PA 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



(seqid ja« c»n« icax« ' : 

isegid 3A4 and resid 204 and name CB ) 
segid 3A4 and resid 204 and name N 
segid 3A4 and resid 204 and name O 
segid 3A4 and resid 205 and name C 
segid 3A4 and resid 205 and name CA 
segid 3A4 and resid 205 and name CB 
segid 3A4 and resid 205 and name N 
segid 3A4 and resid 205 and name O 
(segid 3A4 and resid 206 and name C 
seoid 3A4 and resid 206 and name CA ) 
segid 3A4 and resid 206 and name CB ) 
segid 3A4 and resid 206 and name N 
segid 3A4 and resid 207 and name CA 
segid 3A4 and resid 207 and name CB 
segid 3A4 and resid 207 and name H 
segid 3A4 and resid 219 and name CA 
segid 3A4 and resid 219 and name CB 
segid 3A4 and resid 220 and name CA 
seaid 3A4 and resid 220 and name CB ) 
segid 3A4 and resid 221 and name C ) 



10 
37 
.31 
.42 
.98 
.77 
.79 
3.71 
3.36 
4.91 
4.91 
3.72 
3.35 
2.93 
5.97 
7.33 
6.40 
6.70 
5.03 
7.01 
6.06 
2.53 
2.90 
1.23 
3.04 
2.45 
3.72 
1.33 
3.83 
4.55 
4.50 
5.27 
3.35 
5.65 
4.77 
4.42 
4.25 
3.72 
5.90 
6.26 
5.08 
4.74 
4.16 
7.37 
7.53 
6.22 
7.08 
6.33 
1.53 
1.55 
2.53 
2.41 
4.44 
3.81 
4.86 
2.43 
5.30 
5.50 
5.51 
5.95 
4.46 
6.64 
5.58 
5.02 
4.40 
4.50 
6.63 
•J. SI 
6.24 
6.00 
5.24 
8.88 
9.03 
7.55 
11.49 
10.68 
10.68 
11.15 
6.93 
6.96 



08 
11 
17 
.11 
.06 
.43 
.03 
0.06 
0.00 
0.04 
0.03 
0.03 
0.00 
0.07 
0.04 
0.07 
0.16 
0.06 
0.04 
0.07 
0.10 
0.20 
0.08 
0.11 
0.06 
0.05 
0.11 
0.02 
0.07 
0.18 
0.14 
0.40 



0.05 
0.01 
0.06 
0.11 
0.09 
0.09 
0.10 
0.11 
0.10 
0.14 
0.25 
0.12 
0.09 
0.10 
0.12 
0.16 
0.09 
0.11 
0.07 
0.12 
0.16 
0.11 
0.06 
0.44 
0.04 
0.07 
0.00 
0.03 
0.03 
0.03 
0.00 
0.07 
O.04 
O.07 
0.16 
0.06 
0.04 
0.07 
0.11 
0.20 
0.07 
0.11 
0.05 
0.06 
0.11 
0.02 
0.06 
0.18 
0.15 
0.41 
1.17 
0.01 
0-01 
0.04 
0.02 
0.03 
0.03 
0.03 
0.01 
0.O7 
0.03 
0.06 
0.18 
0.05 
0.02 
0.10 
0.10 
0.19 
0.06 
0.17 
0.05 
0.06 
0.10 
0.02 
0.15 
0.25 
0.12 
0.31 
0.23 
0.46 
0.54 
0.58 
0.45 



17 
01 
,01 
.03 
.03 
.04 
0.02 
0.03 
0.01 
0.07 
0.02 
0.07 
0.18 
0.06 
0.02 
0.09 
0.10 
0.19 
0.05 
0.17 
0.05 
0.06 
0.09 
0.03 
0.16 
0.26 
0.13 
0.31 
0.22 
0.46 
0.53 
0.58 
0.44 



216 



assign 
assign 
assign 



assign (segid 3A4 and resid 202 and name CA > 
assign segid 3A4 and resid 202 and name CA ) 
assign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
asstgn segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resxd 202 and name CA 
assign (selid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign seg\d 3A4 and resid 202 and name CA 
assign selid 3A4 and resid 202 and name CA 
atsign segid 3A4 and resid 202 and name CA 
assign seg\d 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CA ) 
assign (segid 3A4 and resid 202 and name CA ) 
assign seg\d 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign seg\d 3A4 and resid 202 and name CA 
assign selid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign (segid 3A4 and resid 202 and name CA 
assign (segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign seg\d 3A4 and resid 202 and name CA 
assign (segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
astlgn segid 3A4 and resid 202 and name CA 
"sign segid 3A4 and resid 202 and name CA 
astlgn segid 3A4 and resid 202 and name CA 
assign (segid 3A4 and resid 202 and name CA 
asslg^ selid 3A4 and resid 202 and name CA 
assig^ selid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CA 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign seg\d 3A4 and resid 202 and name CB 
assign se^id 3A4 and resid 202 and name CB 
assign (segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign seiid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
asllgn segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
atslgn segid 3A4 and resid 202 and name CB 
assign (segid 3A4 and resid 202 and name CB 
Assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
atsign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
atsign segid 3A4 and resid 202 and name CB 
atsign slgld 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
atsign segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB ) 
assign segid 3A4 and resid 202 and name CB ) 
astlgn segid 3A4 and resid 202 and name CB ) 
asllgn segid 3A4 and resid 202 and name CB ) 
assign segid 3A4 and resid 202 and name CB ) 
assign stgid 3A4 and resid 202 and name CB ) 
assign segid 3A4 and resid 202 and name CB 
assiln (segid 3A4 and resid 202 and name CB 
assign (segid 3A4 and resid 202 and name CB 
assign (%egid 3A4 and resid 202 and name CB ) 
assign [segid 3A4 and resid 202 and name CB ) 
assion (s*gid 3A4 and resid 202 and name CB ) 
assign segid 3A4 and resid 202 and name CB ) 
assign segid 3A4 and resid 202 and name CB ) 
assign (segid 3A4 and resid 202 and name CB ) 
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55 



60 



65 
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6.01 
6.69 
8.00 
8.96 
10.83 
11.86 
9.38 
8.82 
7.33 
6.32 
10.68 
11.12 
12.19 
8.00 
7.88 



(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 221 and name O I 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA 
(segid 3A4 and resid 241 and name CB > 
segid 3A4 and resid 242 and name CA 10.12 
(segid 3A4 and resid 242 and name CB 11.49 
segid 3A4 and resid 243 and name CA n.i9 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
segid 3A4 and resid 249 and name CA 11.71 
segid 3A4 and resid 250 and name CA 14.61 
segid 3A4 and resid 250 and name CB ) 14.96 
(segid 3A4 and resid 251 and name CA ) 14-28 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA 
selid 3A4 and resid 252 and name CB 
segid 3A4 and resid 253 and name CA 17.14 
(segid 3A4 and resid 202 and name CGI 1.52 
(segid 3A4 and resid 203 and name C ) 
(segid 3A4 and resid 203 and name CA 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name N ) 
(segid 3A4 and resid 203 and name 0 ) 
(segid 3A4 and resid 204 and name C > 
(segid 3A4 and resid 204 and name CA 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 204 and name N ) 
(segid 3A4 and resid 205 and name C > 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name N J 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name N 
(segid 3A4 and resid 207 and name CA 
segid 3A4 and resid 207 and name CB 10.13 
segid 3A4 and resid 219 and name CA 12.25 
(segid 3A4 and resid 219 and name CB 11.33 
(segid 3A4 and resid 220 and name CA 10.98 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 221 and name O ) 
(segid 3A4 and resid .222 and name CA ) 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 223 and name CA ) 
segid 3A4 and resid 223 and name CB 12.08 
(segid 3A4 and resid 224 and name CA 9.12 
(segid 3A4 and resid 224 and name CB J 
(segid 3A4 and resid 225 and name CA > 
(segid 3A4 and resid 22S and name CB 
(segid 3A4 and resid 226 and name CA j 
(segid 3A4 and resid 240 and name CA 
segid 3A4 and resid 240 and name CB 10.86 
segid 3A4 and resid 241 and name CA 6.64 
(segid 3A4 and resid 241 and name CB 
(segid 3A4 and resid 241 and name O 
segid 3A4 and resid 242 and name CA 
(segid 3A4 and resid 242 and nmne CB 
segid 3A4 and resid 243 and name CA 
(segid 3A4 and resid 243 and name CB 
segid 3A4 and resid 244 and name C 
(segid 3A4 and resid 244 and name CA ) 



11.19 
12.01 
8.07 
6.97 
•7.64 
7.78 
11.32 
12.37 
11.51 
11.28 
9.46 
8.04 



14.28 
13.31 
14.28 
13.33 



5.46 
4.49 
5.34 
3.16 
6.29 
6.94 
6.88 
7.38 
5.70 
6.77 
6.40 
5.72 
5.96 
7.05 
6.56 
6.28 
9.94 



10.98 
11.33 
7.28 
6.51 
6.93 
8.67 
9.80 
11.08 



8.43 
7.22 
6.49 
10.76 
9.85 



0.40 
0.71 
0.68 
0.62 
0.75 
0.71 
0.75 
0.58 
1.18 
1.23 
1.32 
0.46 
0.51 
0.64 
0.76 
0.77 
0.79 
0.53 
0.52 
0.46 
0.46 
0.63 
0.65 
0.68 
0.63 
0.46 
0.34 
0.71 
0.76 
0.99 
0.79 
0.65 
0.80 
0.74 
1.10 
1.14 
1.02 
0.02 
0.05 
0.05 



0.41 
0.72 
0.68 
0.62 
0.75 
0.71 
0.75 
0.58 
1.18 
1.22 
1.32 
0.47 
O.SO 
0.64 
0.76 
0.77 
0.79 
0.52 
0.52 
0.46 
0.45 
0.64 
0.65 
0.68 
0.63 
0.46 
0.35 
0.71 
0.77 
0.99 
0.80 
0.64 
0.81 
0.74 
1.09 
1.15 
1.02 
0.02 
0-05 
0.04 
0.09 
0.05 
0.08 
0.03 
0.08 
0.18 
0.08 
0.13 
0.11 
0.20 
0.06 
0.08 
0.10 
0.04 
0.16 
0.25 
0.29 
0.23 
0.44 
0.56 
0.40 
0.41 
0.60 
0.55 
0.50 
0.64 
0.62 
0.69 
0.55 
1.12 
1.12 
1.23 
0.44 
0.48 
0.61 
0.71 
0.78 
0.79 
0.81 
0.57 
0.54 
0.62 
0.49 



6.58 
6.03 
8.61 
9.99 
9.78 
10.65 
6.52 
6.84 



10 
0.05 
0.08 
0.02 
0.07 
0.18 
0.07 
0.13 
0.11 
0.20 
0.05 
0.09 
0.10 
0.04 
0.17 
0.25 
0.28 
0.24 
0.44 
0.55 
0.40 
0.42 
0.60 
0.55 
0.50 
0.65 
0.61 
0.68 
0.56 
1.11 
1.12 
1.23 
0.44 
0.49 
0.60 
0.71 
0.78 
0.73 
0.80 
0.57 
0.54 
0.61 
0.48 
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45 



50 



assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resrd 202 and name CB ) 
assian <segid 3A4 and cesid 202 and name CB 
assign (segid 3A4 and resid 202 and name CB ) 
assign (segid 3A4 and tesid 202 and name CB ) 
as"gn segid 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
assign seg\d 3A4 and resid 202 and name CB 
aslign selid 3A4 and resid 202 and name CB 

segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 202 and name CB ) 
{segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 202 and name CB ) 
assign (segid 3A4 and resid 202 and name CB 
assign (segid 3A4 and resid 202 and name CB 
assign (segid 3A4 and resid 202 and name CB 
assign (segid 3A4 and resid 202 and name CB ) 
assign seg\d 3A4 and resid 202 and name CB 
assign segid 3A4 and resid 202 and name CB 
as"gn segid 3A4 and resid 202 and name CB 
assign (segid 3A4 and resid 202 and name CB) 
assign segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign Uegid 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign seg\d 3A4 and resid 202 and name CGI 
assign (selid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (se?id 3A4 and resid 202 and name CGI 
assign segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assign (segid 3A4 and resid 202 and name CGI 
assian segid 3A4 and resid 202 and name CGI) 
aslign segid 3A4 and resid 202 and name CGI) 



5.79 
6.33 
6.40 
6.21 
10.04 



10.31 
8.79 
7.41 
10.92 
13. 7B 
14.06 
13.79 



assign isegia jiv» - — 

assign (segid 3A4 and resid 202 and name N 
assiln (segid 3A4 and resxd 202 and name N 
assign (selid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
55 assian (segid 3A4 and resid 202 and name N 
assign segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name M 
assign (segid 3A4 and resid 202 and name N 
assign segid 3A4 and resid 202 and name M 
60 assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
65 assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
70 assign (segid 3A4 and resid 202 and name H 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
assign (segid 3A4 and resid 202 and name N 
75 assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name 0 
assign (segid 3A4 and resid 202 and name O 
80 assign (segid 3A4 and resid 202 and name 0 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name O 



(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 245 and name H 
(segid 3A4 and resid 246 and name CA 
segid 3A4 and resid 24 6 and name CB U.02 
segid 3A4 and resid 247 and name CA 10.51 
segid 3A4 and resid 247 and name CB 
segid 3A4 and resid 248 and name CA 
segid 3A4 and resid 248 and name CB 
segid 3A4 and resid 249 and name CA 
segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB 
segid 3A4 and resid 251 and name CA 
segid 3A4 and resid 251 and name CB 12.90 
selid 3A4 and resid 252 and name CA 13.98 
segid 3A4 and resid 252 and name CB 13.03 
segid 3A4 and resid 253 and name CA 16.63 
segid 3A4 and resid 254 and name CA 18.54 
segid 3A4 and resid 392 and name CB 19.59 
(segid 3A4 and resid 203 and name C ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name N ) 
(segid 3A4 and resid 203 and name O ) 
(segid 3A4 and resid 204 and name C ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name N ) 
(segid 3A4 and resid 205 and name C 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name N ) 
(segid 3A4 and resid 221 and name C 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 221 and name O 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 240 and name O ) 
(segid 3A4 and resid 241 and name C ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and xesid 241 and name CB 
(segid 3A4 and resid 241 and name N ) 
(segid 3A4 and resid 241 and name O ) 
(segid 3A4 and resid 244 and name C ) 
segid 3A4 and resid 244 and name CA 
(segid 3A4 and resid 244 and name CB 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 202 and name C 
(segid 3A4 and resid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 202 and name CGI) 
(segid 3A4 and resid 202 and name O ) 
(segid 3A4 and resid 203 and name C 
selid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name N ) 
(segid 3A4 and resid 203 and name O 
(segid 3A4 and resid 204 and name C ) 
segid 3A4 and resid 204 and name CA 
segid 3A4 and resid 204 and name CB 
segid 3A4 and resid 204 and name N 
segid 3A4 and resid 204 and name O 
segid 3A4 and resid 205 and name C 
segid 3A4 and resid 205 and name CA 
segid 3A4 and resid 205 and name CB 
^ atsy . _ . a one and name N ) 



0.45 
0.73 
0.73 
0.60 
0.75 
0.70 
0.52 
0.36 
0.75 
0.82 
1.04 
0.83 
0.69 
0.83 
0.77 
1.07 
1.13 
1.00 
0.89 
0.15 
0.08 
0.05 
0.06 
0.03 
0.14 
0.05 
0.03 
0.04 
0.18 
0.16 
0.27 
0.10 
0.14 
0.14 
O.10 
0.33 



> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
] 
) 
) 
) 
) 
) 
) 
> 
> 
) 
) 
) 
) 
) 
) 



fe^id 3A4 and resid 205 and name » 
segid 3A4 and resid 205 and name O 
segid 3A4 and resid 206 and name CA 
segid 3A4 and resid 206 and name CB 
segid 3A4 and resid 206 and name N 
segid 3A4 and resid 221 and name CB 
segid 3A4 and resid 202 and name CB 
seqid 3A4 and resid 202 and name CGI) 
segid 3A4 and resid 203 and name C 
(segia ^ resid 203 and name CA ) 

£SS £ a"nd resid 203 and name CB » 
segid 3A4 and resid 203 and name N 
segid 3A4 and resid 203 and name O 
segid 3A4 and resid 204 and name C 
segid 3A4 and resid 204 and name CA ) 



5.68 
4.67 
5.67 
3.65 
6.27 
7.28 
7.39 
6.21 
6.58 
6.55 
5.95 
6.29 
6.43 
5.77 
5.94 
7.27 
6.94 
6.65 
6.20 
5.61 
7.07 
6.00 
5.60 
5.59 
6.73 
5.43 
6.32 
6.31 
5.08 
6.10 
2.47 
1.47 
2.47 
3.81 
3.51 
4.73 
4.22 
4.95 
2.81 
5.78 
5.61 
5.36 
5.44 
4.38 
6.81 
6.35 
5.49 
4.90 
4.75 
7.43 
7.29 
7.15 
6.14 
6.26 
3.34 
3.24 
2.98 
2.79 
4.27 
2.25 
3.40 
4.13 
4.43 



0.45 
0.72 
0.73 
0.59 
0.76 
0.71 
0.52 
0.36 
0.76 
0.83 
1.03 
0.84 
0.68 
0.84 
0.78 
1.07 
1.13 
0.99 
0.89 
0.16 
0.07 
0.06 
0.05 
0.03 
0.14 
0.06 
0.03 
0.04 
0.18 
0.17 
0.26 
0.10 
0.14 
0.14 
0.10 
0.34 
0.48 
0.41 
1.01 
0.94 
0.53 
0.82 
0.7O 
0.80 
0.58 
0.89 
0.69 
O.S6 
0.49 
0.69 
0.03 
0.O2 
0.02 
0.04 
0.03 
0.O4 
0.05 
0.05 
0.05 
0.07 
0.05 
0.08 
0.20 
0.05 
0.O5 
0.07 
0.10 
0.18 
0.08 
0.12 
0.06 
0.10 
0.O4 
0.43 
0.05 
0.12 
0.05 
0.03 
0.03 
0.00 
0.09 
0.07 
0.07 



48 
42 
02 
.95 
.54 
.81 
0.71 
0.80 
0.59 
0.88 
0.69 
0.55 
0.49 
0.70 
0.02 
0.02 
0.02 
0,03 
0.03 
O.04 
0.05 
0.04 
0.04 
0.07 
0.05 
0.07 
0.19 
0.05 
0.06 
0.07 
0.11 
0.18 
0.07 
0.11 
0.06 
0.10 
0.04 
0.44 
0.05 
0.12 
0.04 
0.04 
0.03 
0.01 
0.10 
0.07 
0.06 
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assign (segid 3A4 and res id 202 and name O 
assign (segid 3A4 and resid 202 and name O 
assign {segid 3A4 and res id 202 and name O 
assign (segid 3A4 end resid 202 and name 0 
5 assign (segid 3A4 and res id 202 and name O 
assign (segid 3A4 and resid 202 and name 0 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name 0 
assign (segid 3A4 and resid 202 and name 0 
10 assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name 0 
15 assign (segid 3A4 and resid 202 and name 0 
assign (segid 3A4 and resid 202 and name 0 
assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 202 and name 0 
assign (segid 3A4 and resid 202 and name O 
20 assign (segid 3A4 and resid 202 and name O 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
25 assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
30 assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
35 assign (segid 3A4 and resid 203 and name C 
assign (sogid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
40 assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name C 
assign (segid 3A4 and resid 203 and name CA 
assign (sogid 3A4 and resid 203 and name CA 
45 assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
50 assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
55 assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
60 assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
65 assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
70 assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
75 assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
80 assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 
assign (segid 3A4 and resid 203 and name CA 



(segid 3A4 and resid 204 and name C8 
(segid 3A4 and resid 204 and name N 
(segid 3A4 and resid 204 and name O 
(segid 3A4 and resid 205 and name C 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name O 
(segid 3A4 and resid 206 and name C 
(segid 3A4 and resid 206 and name CA 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name N 
(segid 3A4 and resid 206 and name t> 
(segid 3A4 and resid 207 and name C 
(segid 3A4 and resid 207 and name CA 
(segid 3A4 and resid 207 and name CB 
(segid 3A4 and resid 207 and name N 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 221 and name O 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name O 
(segid 3A4 and resid 204 and name C 
(segid 3A4 and resid 204 and name CA 
(segid 3A4 and resid 204 and name CB 
(segid 3A4 and resid 204 and name N 
(segid 3A4 and resid 204 and name O 
(segid 3A4 and resid 205 and name C 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name O 
(segid 3A4 and resid 206 and name C 
(segid 3A4 and resid 206 and name CA 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name N 
(segid 3A4 and resid 206 and name O 
(segid 3A4 and resid 207 and name C 
(segid 3A4 and resid 207 and name CA 
(segid 3A4 and resid 207 and name CB 
(segid 3A4 and resid 207 and name N 
(segid 3A4 and resid 207 and name O 
(segid 3A4 and resid 203 and name C 
(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name O , 
(segid 3A4 and resid 204 and name C 
(segid 3A4 and resid 204 and name CA 
(segid 3A4 and resid 204 and name CB 
(segid 3A4 and resid 204 and name N 
(segid 3A4 and resid 204 and name O 
(segid 3A4 and resid 205 and name C 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name O 
(segid 3A4 and resid 206 and name C 
(segid 3A4 and resid 206 and name CA 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name H 
(segid 3A4 and resid 206 and name O 
(segid 3A4 and resid 207 and name CA 
(segid 3A4 and resid 207 and name CB 
(segid 3A4 and resid 207 and name N 
(segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB 
(segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 226 and narao CA 
(segid 3A4 and res»id 240 and name CA 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 241 and name CA 
(segid 3A4 and resid 241 and name CB 
(segid 3A4 and resid 242 and name CA 



5.43 
3.51 
5.08 
3.72 
3.67 
3.64 
3.23 
4.81 
5.14 
3.90 
3.66 
3.02 
6.22 
7.40 
6.63 
6.93 
5.26 
7.04 
6.86 
5.49 
2.49 



1.23 
3.02 
2.43 
3.72 
1.32 
3.93 
4.58 
4.40 
5.18 
3.19 
5.75 
5.05 
4.58 
4.32 
3.79 
6.22 
6.38 
5.41 
5.06 
4.45 
7.54 

I. 53 

I. 53 
2.40 
4.41 
3.79 
4.84 
2.41 
5.39 
5.50 
5.37 
5.83 
4 .27 
6.67 
5.94 
5.22 
4.58 
4.58 
7.06 
6.63 
6.34 

" 5.57 
14.26 
13.44 
13.99 
14.65 
10.29 
9.42 
10.28 
10.98 
13.33 
14.57 
12.16 

II. 89 
9.25 
8.10 

II. 91 
12.23 
13.22 

9.10 
8.40 
11.69 



0.15 

0.07 

0.07 

0.09 

0.14 

0.24 

0.12 

0.12 

0.05 

0.06 

0.13 

O.03 

0.06 

0.16 

0.17 

0.24 

0.14 

0.41 

0.59 

1.10 

0.02 

0.00 

0.02 

0.03 

0.05 

0.01 

0.05 

0.07 

0.10 

0.15 

0.10 

0.07 

0.05 

0.10 

0.17 

0.10 

0.10 

0.23 

0.22 

0.32 

0.13 

0.18 

0.02 

0.02 

0.01 

0.03 

0.03 

0.08 

0.04 

0.06 

0.06 

0.10 

0.19 

0.09 

0.06 

0.06 

0.07 

0.13 

0.06 

0.13 

0.23 

0.33 

0.16 

0.43 

0.37 

0.45 

0.51 

0.43 

0.42 

0.74 

0.73 

0.78 

0.74 

0.65 

0.50 

1.01 

1.02 

1.40 

0.71 

0.80 

0.86 

1.01 

1.02 



0.14 

0.06 

0.07 

0.08 

0.14 

0.24 

0.11 

0.12 

0.06 

0.06 

0.12 

0.04 

0.06 

0.17 

0.16 

0.24 

0.13 

0.41 

0.60 

1.10 

0.02 

0.00 

0.02 

0.04 

0.04 

0.02 

0.05 

0.07 

0.10 

0.15 

0.09 

0.07 

0.05 

0.10 

0.17 

0.09 

0.10 

0.23 

0.22 

0.32 

0.14 

0.18 

0.01 

0.01 

0.02 

0.02 

0.04 

0.09 

0.04 

0.06 

0.07 

0.11 

0.20 

0.09 

0.06 

0.06 

0.06 

0.12 

0.06 

0.13 

0.23 

0.34 

0.16 



43 
36 
46 
51 
44 
43 
0.74 
0.74 
0.79 
0.74 
0.66 
0.50 
1.01 
1.02 
1.39 
0.71 
0.81 
0.87 
1.02 
1.02 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
^ assign 
75 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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65 



(segid 3A4 and resid 203 and name CA ) 
(beg id 3A4 and resid 203 and name CA ) 
(segid 3A4 and tesid 203 and name CA ) 
(segid 3A4 and lesid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA > 
{segid 3A4 and resid 203 end name CA ) 
(segid 3A4 and resid 203 and name CA > 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resid 203 and name CA ) 
(segid 3A4 and resad 203 and name CA ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB > 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB > 
(segid 3A4 and tesid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB > 
(segid 3A4 and resid 203 and name CB > 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and reaid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name CB ) 



80 
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(segid 3A4 and resid 203 and name CB 
(segid 3A4 and resid 203 and name CB ) 
(segid 3A4 and resid 203 and name N > 
(segid 3A4 and resid 203 and name H 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and resid 203 and name H 
(segid 3A4 and resid 203 and name N 
(segid 3A4 and resid 203 and name H 



(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 24 4 and name CB ) 
(segid 3A4 and xesid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA I 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 204 and name C ) 
(segid 3A4 and resid 204 and name CA > 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 204 and name N > 
(segid 3A4 and resid 204 and name O ) 
(segid 3A4 and resid 20b and name C ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name N ) 
(segid 3A4 and resid 206 and name C ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name N ) 
(segid 3A4 and resid 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 207 and name M ) 
(segid 3A4 and zesid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA } 
(segid 3A4 and resid 222 and name CB 1 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA } 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA I 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB > 
(segid 3A4 and resid 244 and name CA > 
(segid 3A4 and resid 244 and name CB > 
(segid 3A4 and resid 245 and name CA > 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
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13.40 
12.17 
13.03 
12.98 
16.73 
17.80 
16.86 
16.57 
14.44 
12.99 
16.59 
18.86 
17.82 
18.36 
17.34 
5.52 
4.48 
5.26 
3.20 
6.52 
7.00 
6.84 
7.28 
5.60 
6.86 
6.61 
6.01 
6.09 
12.74 
11.63 
13.67 
14.40 
10.48 
9.30 
10.17 
10.28 
13.87 
14.94 
13.84 
13.61 
11.44 
10.01 
13.73 



0.70 
0.76 
0.81 
0.93 
0.88 
0.95 
0.63 
0.66 
0.56 
0.56 
0.58 
0.60 
0.62 
0.60 
0.47 
0.42 
0.63 
0.64 
0.88 
0.78 
0.73 
1.09 
1.13 
0.05 
0.07 
0.13 
0.09 
0.10 
0.06 
0.12 
0.18 
0.09 
0.17 



12.80 
13.27 
13.24 



{segid 3A4 and resid 246 and name CA ) 16.91 

' y n - . long 



(segid 3A4 and resid 246 and name CB } 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(3egid 3A4 and resid 24 B and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
{segid 3A4 and resid 249 and name CA J 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 204 and name C ) 
(segid 3A4 and resid 204 and name CA ) 
(segid 3A4 and resid 204 and name CB ) 
(segid 3A4 and resid 204 and name 0 ) 
(segid 3A4 and resid 205 and name C ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name N ) 
(segid 3A4 and resid 205 and name 0 ) 



18.06 
17.02 
16.83 
14.33 
12.88 
16.32 
18.56 
17.56 
17.79 
16.74 
2.46 
1.46 
2.46 
3 



52 
4.76 
4.17 



0.12 
0.24 
0.08 
0.72 
0.67 
0.71 
0.62 
0.73 
0.62 
1.08 
1.10 
1.07 
1.04 
0.91 
0.71 
1.16 
1.19 
1.50 
0.72 
0.77 
0.80 
0.90 
0.83 
0.89 
0.65 
0.70 
0.62 
0.64 
0.56 
0.56 
0.60 
0.58 
0.52 
0.51 
0.61 
0.60 
0.85 
0.77 
0.72 
1.06 
1.10 
0.02 
0.01 
0.04 
0.02 
0.02 
0.05 
0.08 
0.06 
0.05 



0.70 
0.76 
0.81 
0.94 
0.88 
0.95 
0.62 
0.66 
0.57 
0.57 
0.58 
0.61 
0.62 
0.59 
0.47 
0.43 
0.63 
0.64 
0.89 
0.78 
0.72 
1.08 
1.12 
0.06 
0.07 
0.13 
0.08 
0.10 
0.07 
0.11 
0.17 
0.09 
0.18 
0.11 
0.23 
0.07 
0.73 
0.67 
0.71 
0.63 
0.72 
0.62 
1.0B 
1.10 
1.07 
1.03 
0.91 
0.71 
1.17 
1.20 
1.49 
0.72 
0.76 
0.80 
0.90 
0.83 
0.88 
0.65 
0.69 
0.63 
0.64 
0.55 
0.56 
0.60 
0.58 
0.51 
0.50 
0.61 
0.59 
0.85 
0.78 
0.71 
1.06 
1.09 
0.01 
0.00 
0.04 
0.03 
0.03 
0.06 
0.08 
0.05 
0.04 
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assign (segxd 3A4 and resid 204 and name N 
assi£ (segxd 3A4 and resid 204 and name H 
assign (segxd 3A4 and resid 204 and name N 
atsxgn (segxd 3A4 and resid 204 and name N 
5 assign (segxd 3A4 and resxd 204 and name N 
assign segxd 3A4 and resxd 200 and name K 
assign (segid 3A4 and resxd 204 and name N 
assign (segid 3A4 and resxd 204 and name N 
assign (segid 3A4 and resxd 204 and name M 
10 assign segid 3A4 and resid 204 and name O 
assign segid 3A4 and resid 204 and name O 
assign segid 3A4 and resid 204 and name O 
aslign (segid 3A4 and resid 204 and name O 
assign segid 3A4 and resid 204 and name O 
15 assign segid 3A4 and resid 204 and name O 
assign segid 3A4 and resid 204 and name O 
assign (segid 3A4 and resid 204 and name O 
assign segid 3A4 and resid 204 and name O 
assign segid 3A4 and resid 204 and name O 
20 assign segid 3A4 and resid 204 and name 0 
assign segid 3A4 and resid 204 and name 0 
assign segxd"3A4 and resid 204 and name O 
assign segid 3A4 and resid 204 and name O 
assX segid 3A4 and resid 204 and name 0 
25 assign segxd 3A4 and resid 204 and name O 
23 assign Ugxd 3A4 and resxd 205 and name C 
assign (segxd 3A4 and resid 205 and name C 
assign segid 3A4 and resid 205 and name C 
assxgn (segid 3A4 and resid 205 and name C 
30 assign (segid 3A4 and resxd 205 and name C 
assign (segid 3A4 and resxd 205 and name C 
assign (segid 3A4 and resid 205 and name C 
assxgn segid 3A4 and res,d 205 and name C 
assxgn segxd 3A4 and resxd 205 and name C 
35 assign segid 3A4 and resid 205 and name C 
assxgn (segid 3A4 and resxd 205 and name C 
assign (segid 3A4 and resid 205 and name C 
assign seg\d 3A4 and resid 205 and name C 
assign segid 3A4 and resid 205 and name CA 
40 assxgn (segid 3A4 and resid 205 and name CA 
*tv a^axyii v y ?ns and name CA ) 



) 
) 
1 
) 
) 
) 
) 
> 
) 
) 
) 
) 
J 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 



(segxd 3A4 and resid 206 and name c ) 
segxd 3A4 and resid 206 and name CA 
se^xd 3A4 and resxd 206 and name CB ) 
segid 3A4 and resid 206 and name N ) 
(segxd 3A4 and resid 206 and name o 
(segid 3A4 and xesid 207 and name C 
segxd 3A4 and resid 207 and name CA 
(segid 3A4 and resid 207 and name CB 
(segid 3A4 and resxd 207 and name M 
segid 3A4 and resid 204 and name CB 
segid 3A4 and resid 205 and name C 
(segid 3A4 and resid 205 and name CA 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name O ) 
(segid 3A4 and resxd 206 and name C ) 
(segxd 3A4 and resxd 206 and name CA 
(segid 3A4 and resid 206 and name CB ) 
(segxd 3A4 and resxd 206 and name N ) 
(segid 3A4 and resxd 206 and name O ) 
(segxd 3A4 and resxd 207 and name C 
segxd 3A4 and resid 207 and name CA 
(segxd 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 207 and name N ) 
(segxd 3A4 and resid 207 and name O 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name O ) 
(segid 3A4 and resid 206 and name C ) 
(segid 3A4 and resid 206 and name CA ) 
(segxd 3A4 and resxd 206 and name CB I 
(segid 3A4 and resxd 206 and name N ) 
(segxd 3A4 and resid 206 and name O ) 
(segxd 3A4 and resid 207 and name C ) 
(segid 3A4 and resxd 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 



(segid 3A4 and resid 207 and name N 
(segxd 3A4 and resid 207 and name O 
(segxd 3A4 and resxd 225 and name CB 
(segxd 3A4 and resid 205 and name C 



fSegiO Or\*i canw . 

(segid 3A4 and resid 205 and name CB I 



„,Ign isegid 3A4 and resxd 205 and name CA segia £ ™ — gnd nane 

assxgn (segid 3A and resxd 205 and name CA tsegid ^ ^ resxd 



45 



50 



55 



assign ( segxa jmi 

assign segxd 3A< and * e " d 205 Bnd , nam ° S 
assign segid 3A4 and resid 205 and name CA 
assxgn segid 3A4 and resxd 205 and name CA 
assxgn segid 3A4 and resxd 205 and name CA 
assign segid 3A4 and resxd 205 and name CA 
assxgn segxd 3A4 and resxd 205 and name CA 
assign segxd 3A4 and resxd 205 and name CA 
assign segxd 3A4 and resxd 205 and name CA 
assign segxd 3A4 and resxd 205 and name CA 
assign (segid 3A4 and resxd 205 and name CA 
assign (segxd 3A4 and resxd 205 and name CA ) 
assign segxd 3A4 and resxd 205 and name CA 
assign segxd 3A4 and resxd 205 and name CA 
assxgn seLd 3A4 and resxd 205 and name CA 
assign segxd 3A4 and resxd 205 and name CA 
SSS segid 3A4 and resxd 205 and name CA , 



(segxa m\* L ^ OJ -^ — ~ _ ! 

(segxd 3A4 and resxd 206 and name C ) 
(segxd 3A4 and xesid 206 and name CA 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name N 
I segid 3A4 and resxd 206 and name O ) 
(segid 3A4 and resid 207 and name C ) 
(segid 3A4 and resxd 207 and name CA 
segid 3A4 and resid 207 and name CB 
(segxd 3A4 and resid 207 and name N 
segxd 3A4 and resid 207 and name O 
segxd 3A4 and resid 219 and name CA ) 
segxd 3A4 and resid 219 and name CB ) 
(segxd 3A4 and resid 220 and name CA 
segxd 3A4 and resid 220 and name CB 
segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB ) 



llll^ is^gxd 3A4 and resxd 205 and name CA segxa ~ -~ ^ ^ ^ ) 

assign (segxd 3A4 and resxd 205 and name CA segxd 3A4 ^ reaid 



60 



65 



assign 3A4 and lesld 205 and name CA , 

assign segxd 3A4 and resxd 20S and name CA 

aslign sSxd 3A4 and resxd 205 and name CA 

aslign segxd 3A4 and resxd 205 and name CA 

assign segxd 3A4 and resxd 205 and name CA 

assign segxd 3A4 and resxd 205 and name CA 



(segxa bhu _ % 

segxd 3A4 and resid 222 and name CB 
segid 3A4 and resid 223 and name CA ) 
segid 3A4 and resid 223 and name CB 
segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA ) 



assign iegxd 3A4 and resxd 205 and name CA segxa «j «- ; and nane CB , 

assign (segxd 3A4 and resxd 205 and name CA (segid » and name CA ) 



70 



75 



80 



segxa ja<j ana — • 

segid 3A4 and resid 226 and name CA 
(segid 3A4 and resid 240 and name CA ) 
segid 3A4 and resid 240 and name CB 
segxd 3A4 and resxd 241 and name CA 
(segxd 3A4 and resxd 241 and name CB 
(segxd 3A4 and resxd 242 and name CA ) 



SSS sfgid SM and ISsId 205 and name CA , 
assxgn segxd 3A4 and resxd 20S and name CA 
aswgn s^gid 3A4 and resxd 205 and name CA 
assign segW 3A4 and resxd 205 and name CA ) 
!=!tnn saaid 3A4 and resxd 205 and name CA ) 

assign Isegid 3^4 and resxd 205 and name CA , (segxd »j anu = _~ ._- . 

assxgn (segxd 3A4 and resid 205 and name CA ) segxa s** and name CA ) 

assxgn (segid 3A4 and resxd 205 and name CA segxd 3A4 and ro^ ^ an<j ^ ^ } 

assxgn (segid 3A4 and resxd 205 snd name CA ) segxa J« ^ name ^ , 

assign (segxd 3A4 and resxd 205 and name CA segxd 3A4 and m< name ^ ( 

assign (segxd 3A4 and resid 205 and name CA j |segxa j« anrf name ^ , 

assign aeixd 3A4 and resxd 205 and name CA segxd 3A4 and resx 

"sign (segxd 3A4 and resid 205 and name CA segxd 3A4 and resxd ^ ^ ^ ^ ) 

assign (segxd 3A4 and resid 20S and name CA segid Mfi ^ nama cfi , 

assign (segid 3A4 and resxd 20S and nama CA J segxa 2<1 and name CA ) 

assign (segxd 3A4 and rasxd 205 and name CA segid rQaid 2( , and name ^ , 

S2£ Isefid 1a4 and rSstd S ana "nlme S 1 & 3A4 and resid 248 and name CA , 



5.7B 
5.36 
5. 38 
4.30 
6.98 
6.63 
5.90 
5.44 
5.06 
3.21 
3.19 
2.77 
4.21 
2.25 
3.89 
4.32 
4.52 
5.44 
3.50 
5.32 
3.87 
3.90 
3.85 
3.42 
4.97 
2.50 
1.23 
3.12 
2.44 
3.69 
1.32 
4.04 
4.63 
4.53 
5.38 
3.32 
5.64 
5.47 
1.52 

I. 51 
2.40 
4.45 
3.80 
4.84 
2.42 
5.44 
5.39 
5.40 
5.92 
4.32 
6.45 
9.77 
9.04 

10.48 

II. 49 
7.38 
6.68 
6.07 
6.25 
9.68 

10.87 
10.01 
10.09 
7.56 
6.12 
9.45 
14.18 
15.49 
11.76 
11.63 
14.55 
15.91 
15.13 
15.63 
11.71 
10.45 
12.22 
12.59 
15.71 
16.77 
15.06 
14.51 
12.85 



0.04 
0.10 
0.17 
0.08 
0.07 
0.21 
0.18 
0.29 
0.10 
0.04 
0.10 
0.03 
0.04 
0.02 
0.20 
0.08 
0.10 
0.13 
0.08 
0.08 
0.22 
0.12 
0.14 
0.12 
0.13 
0.04 
O.OO 
0.04 
0.01 
0.02 
0.01 
0.09 
0.11 
0.07 
0.09 
0.07 

o.n 

0.80 
0.01 
0.01 
0.01 
0.04 
0.01 
0.02 
0.01 
0.10 
0.14 
0.07 
0.13 
0.05 
0.17 
0.68 
0.61 
0.64 
0.62 
0.52 



0.05 
0.10 
0.17 
0.09 
0.06 
0.22 
0.18 
0.30 
0.09 
0.05 
0.10 
0.04 
0.03 
0.01 
0.21 
0.08 
0.10 
0.14 
0.07 
0.08 
0.21 
0.11 
0.14 
0.12 
0.14 
0.03 
0.01 
0.04 
0.01 
0.03 
0.01 
0.10 
0.11 
0.07 
0.08 
0.07 
0.17 
0.79 
0.01 
0.02 
0.00 
0.04 
0.02 
0.03 
0.01 
0.11 
0.15 
0.07 
0.14 
0.04 
0.17 
0.69 
0.60 
0.65 
0.62 
0.52 
0.47 
0.98 
0.99 
1.03 
1.00 
0.74 
0.54 
0.88 
0.88 
1.37 
0.66 
0.70 
0.87 
0.99 
0.89 
0.92 
0.63 
0.66 
0.60 
0.61 
0.65 
0.68 
0.68 
0.64 
0.53 
0.45 
0.76 



47 
98 
99 
.02 
.99 
.75 
.54 
.87 
.88 
.37 
.67 
0.71 
0.87 
0.99 
0.88 
0.91 
0.63 
0.66 
0.60 
0.62 
0.66 
0.68 
0.68 
0.64 
0.54 
0.45 
0.76 
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assign 
absign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



80 



(segid 3A4 and resid 205 and name CA ) 
{segid 3A4 and resid 205 and name CA ) 
tsegid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CA > 
(segid 3A4 and resid 205 and name CA > 
(segid 3A4 and resid 205 and name CA J 
(segid 3A4 and resid 205 and name CA ] 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB > 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
tsegid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 205 and name CB j 
(segid 3A4 and resid 205 and name CB i 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
( segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
(seqid 3A4 and resid 205 and name N 
(segid 3A4 and resid 205 and name N 
segid 3A4 and resid 205 and name O 
seqid 3A4 and resid 205 and name O 
segid 3A4 and resid 205 and name O 
segid 3A4 and resid 205 and name O 
segid 3A4 and resid 205 and name O 
segid 3A4 and resid 205 and name O 
segid 3A4 and resid 205 and name O 
segid 3A4 and resid 205 and name O 



(segid 3A4 and resid 248 and name CB > 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 206 and name C ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name N ) 
(segid 3A4 and resid 206 and name O ) 
(segid 3A4 and resid 207 and name C ) 
(segid 3A4 and resid 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 207 and name N ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 219 and name CG ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name C ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 221 and name O ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name N ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA J 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB 14.66 
(segid 3A4 and resid 244 and name CA 10,61 
(segid 3A4 and resid 244 and name CB 9.42 
(segid 3A4 and resid 245 and name CA 11.15 
(segid 3A4 and resid 245 and name CB 11.66 
(segid 3A4 and resid 246 and name CA 14.54 
(segid 3A4 and resid 246 and name CB 15.63 
(segid 3A4 and resid 247 and name CA ) 13.70 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA 1 
(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 249 and name CA ) 
(seqid 3A4 and resid 250 and name CA ) 



11.54 
15.67 
18.21 
18.56 
16.99 
15.76 
17.09 
16.33 
5.56 
4.62 
5.51 
3.30 
6.50 
6.82 
6.82 
7.39 
5.64 
8.68 
7.95 
6.49 
9.11 
10.06 
5.29 
5.93 
5.21 
5.46 
5.04 
5.42 
5.10 
8.66 
9.77 
8.86 
8.83 
6.83 
5.43 
9.04 
13.59 
14.91 
11.20 
11.23 
13.81 
15.22 
14.15 



0.81 
0.95 
0.80 
0.66 
0.90 
0.86 
1.20 
1.24 
0.09 
0.11 
0.13 
0.11 
0.13 
0.13 
0.09 
0.16 
0.08 
0.68 
0.59 
0.59 
0.67 
0.64 
0.71 
0.54 
0.48 
0.71 
1.03 
1.01 
0.87 
1.01 
0.99 
0.73 
0.53 
0.86 
0.89 
1.29 
0.50 
0.53 
0.75 
0.89 
0.78 
0.80 
0.49 
0.49 
0.47 
0.48 
O.60 
0.61 
0.63 
0.57 
0.48 
0 



0.81 
0.95 
0-80 
0.65 



90 
87 
20 
.23 
.10 
0.11 
0.13 
0.12 
0.13 
0.14 
0.08 
0.16 



(segid 3A4 and resid 250 and name CB 
{segid 3A4 and resid 251 and name CA 
) (segid 3A4 and resid 251 and name CB 
) (segid 3A4 and resid 252 and name CA 
) (segid 3A4 and resid 252 and name CB 
i (segid 3A4 and resid 205 and name C 
) (segid 3A4 and resid 205 and name CA 
) (segid 3A4 and resid 205 and name CB ) 
) (segid 3A4 and resid 205 and name O J 
) (segid 3A4 and resid 206 and name C ) 
) (segid 3A4 and resid 206 and name CA } 
) (segid 3A4 and resid 206 and name CB ) 
) (segid 3A4 and resid 206 and name N 1 
) (segid 3A4 and resid 206 and name O 
) (segid 3A4 and resid 207 and name C ) 
) (segid 3A4 and resid 207 and name CA 
) (segid 3A4 and resid 207 and name CB ) 
) (segid 3A4 and xesid 207 and name N ) 
) (segid 3A4 and resid 207 and name O ) 
) (segid 3A4 and resid 205 and name CB 
) (segid 3A4 end resid 206 and name C ) 
) tsegid 3A4 and resid 206 and name CA 
) (segid 3A4 and resid 206 and name CB 
) (segid 3A4 and resid 206 and name N ) 
) (segid 3A4 and tesid 206 and nam* 0 
> (segid 3A4 and resid 207 and name C 
) (segid 3A4 and resid 207 and name CA ) 



13.16 
11-45 
10.18 
14.38 
16.81 
17.16 
15.52 
14.29 
15.71 
15.00 
2.47 
1.45 
2.43 
3.S7 
4.72 
4.16 
4.87 
2.73 
5.86 
5.57 
5.32 
5.49 
4.28 
6.71 
3.14 
3.21 
2.77 
4.22 
2.25 
3.80 
4.48 
4.67 



39 
76 
.81 
.95 
.79 
.63 
.91 
.88 
.22 
1.26 
0.02 



01 
03 
.03 
.02 
.07 
0.09 
0.06 
0.05 
0.17 
0.10 
0.20 
0.04 
0.13 
0.09 
0.09 
0.01 
0.02 
0.01 
0.10 
0.23 
0.21 



09 
67 
58 
.59 
.66 
0.63 
0.71 
0.53 
0.48 
0.72 
1-02 
1.01 
0.86 
1.01 
0.99 
0.73 
0.52 
0.85 
0.89 
1.28 
0.50 
0.53 
0.75 
0.90 
0.78 
0.80 
0.48 
0.49 
0.48 
0.48 
0.60 
0.61 
0.62 
0.56 
0.49 
0.39 
0.76 
0.82 
0.95 
0.79 
0.63 
0.91 
0.87 
1.23 
1.26 
0.02 
0.01 
0.04 
0.04 
0,02 
0.06 
0.10 
0.06 
0.05 
0.16 
0.10 
0.19 
0.05 
0.13 
0.09 
0.08 
0.01 
0.03 
0.01 
0.11 
0.23 
0.20 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



O 
0 

o 
o 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 205 and name O ) 
(segid 3A4 and resxd 205 and name 
(segid 3A4 and resid 205 and name 
{segid 3A4 and resid 205 and name 
(segid 3A4 and resid 206 and name 
(segid 3A4 and resid 206 and name 
(segid 3A4 and resid 206 and name 
(segid 3A4 and resid 206 and name 
(segid 3A4 and resid 206 and name 
(segid 3A4 and resid 206 and name 
(segid 3A4 and resid 206 and name 
(segid 3A4 and resid 206 and name C 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA J 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
{segid 3A4 and resid 206 and name ca 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and re3id 206 and name CA ) 
(segid 3A4 and resid 206 and name CA > 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CA ) 



(segid 3A4 and resid 207 and name CB ) 

(segid 3A4 and resid 20*7 and name N ) 

(segid 3A4 and resid 207 and name O > 

(segid 3A4 and resid 225 and name CB ) 

(segid 3A4 and resid 206 and name CB ) 

(segid 3A4 and resid 206 and name O ) 

(segid 3A4 and resid 207 and name C ) 

(segid 3A4 and resid 207 and name CA ) 



(segid 3A4 and resid 207 and name CB 
(segid 3A4 and resid 207 and name N 
(segid 3A4 and resid 207 and name O 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 206 and name C 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name O 
(segid 3A4 and resid 207 and name C 
(segid 3A4 and resid 207 and name CA ) 
(segid 3A4 and resid 207 and name CB ) 
(segid 3A4 and resid 207 and name N ) 
(segid 3A4 and resid 207 and name O ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB > 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 24 2 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 24 4 and name CA ) 

* - . i I r\A A noma PR 1 



isegia j*v* *■»"-» -"-^^ ' — 

(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name CB 
(segid 3A4 and resid 206 and name CB . 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB > 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A1 and rosid 206 and name CB ) 
(segid 3A4 and re%id 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 206 and name CB ) 



(segid 3A4 and resid 244 and name CB 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 246 and name CA 
(segid 3A4 and resid 246 and name CB 
(segid 3A4 and resid 247 and name CA 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 251 and name CB > 
{segid 3A4 and resid 207 and name C 
(segid 3A4 and resid 207 and name CA 
(segid 3A4 and resid 207 and name CB 
(segid 3A4 and resid 207 and name N > 
(segid 3A4 and resid 207 and name O 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB > 
(segid 3A4 and resid 220 and name CA 



isegiu M\t tv-^*— — 

(segid 3A4 and resid 220 and name CB 
(segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 226 and name CA 



(segid 3A4 and resid 240 and name CA 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 241 and name CA 
(segid 3A4 and resid 241 and name CB 
segid 3A4 and xesid 242 and name CA 
segid 3A4 and resid 242 and name CB 
segid 3A4 and resid 243 and name CA 
segid 3A4 and resid 243 and name CB 



5.75 
3.63 
5.32 
5.39 
2.48 
1.23 
3.19 
2.44 
3.69 
1.33 
4.02 
6.75 
1.53 

I. 52 
2.41 
4.51 
3.81 
4.85 
2.43 
5.42 

12.36 

II. 96 
12.50 
13.58 

9.31 
9.02 
7.47 
7.93 
10.26 
11.70 
1O.06 
10.42 
6.68 
5.44 
7.91 
12.36 
13.68 
10.44 
10.16 
13.81 
15.01 
14.58 
14.84 
11.65 
10.20 
12.82 
13.03 
16.31 
17.10 
15.93 
15.21 
14.51 
13.26 
17.40 
17.78 
5.55 
4.51 
5.30 
3.20 
6.44 
13.43 
13.01 
13.23 
14.21 
9.87 
9.56 
8.42 
9.06 
10.99 
12.44 
10.29 
10.56 
6.76 
5.67 
8.26 
11.32 
12.59 
9.34 
8.94 
12.77 
13.90 
13.80 
14.06 



0.18 
0.19 
0.26 
0.74 
0.02 
O.OO 
0.08 
0.01 
0.05 
0.00 
0.18 
0.57 
0.01 
0.01 
0.01 
0.05 
0.02 
0.02 



0.17 
0.19 
0.26 
0.73 
0.02 
0.00 
0.09 
0.01 
0.06 
0.01 
0.18 
0.57 
0.01 
0.01 
0-01 
0.04 
0.02 
0.03 
0.02 
0.16 
0.57 
0.50 
0.49 
0.48 
0.41 
0.49 
0.68 
0.67 
0.89 
0.86 
0.63 
0-47 
0.71 
0.62 
1.40 
0.97 
1.01 
1.14 
1.25 
1.13 
1.17 
0.95 
1.00 
0.88 
0.88 
0.92 
0.96 
0.92 
0.91 
0.77 
0.68 
0.93 
1.00 
1.06 
0.96 
0.08 
0.06 
0.04 
0.08 
0.17 
0.48 
0.42 
0.41 
0.40 
0.35 
0.44 
0.60 
0.58 
0.60 
0.76 
0.59 
0.42 
0.72 
0.61 
1.39 
1.02 
1.08 
1.19 
1.30 
1.19 
1.24 
1.01 
1.04 



03 
16 
56 
,50 
,50 
.48 
.41 
.49 
.67 
0.66 
0.88 
0.85 
0.64 
0.48 
0.71 
0.62 
1.40 
0.97 
1.02 
1.14 
1.25 
1.14 
1.18 
0.95 
0.99 
0.87 
0.88 
0.91 
0.95 
0.93 
0.91 
0.76 
0.68 
0.92 
1.00 
1.05 
0.96 
0.08 
0.07 
0.04 
0.08 
0.17 
0.48 
0.43 
0.41 
0.41 
0.35 
0.45 
0.59 
0.58 
0.79 
0.75 
0.59 
0.42 
0.71 
0.61 
1.39 
1.02 
1.08 
1.18 
1.30 
1.19 
1.21 
1.00 
1.05 
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assign (segid 3A4 and lesid 206 and name CB ) 
assign (segid 3A4 and res id 206 and name CB ) 
assign (segid 3A4 and resid 206 and name CB ) 
assign (segid 3A4 and res id 206 and name CB } 
assign (segid 3A4 and resid 206 and name CB ] 
assign (segid 3A4 and resid 206 and name CB } 
assign (segid 3A4 and resid 206 and name CB ) 
assign (segid 3A4 and resid 206 and name CB ) 
assign (segid 3A4 and resid 206 and name CB ) 
assign (segid 3A4 and resid 206 and name CB ) 
assign (segid 3A4 and resid 206 and name CB ) 
assign (segid 3A4 and resid 206 and name CB ) 
assign (segid 3A4 and resid 206 and name N ) 
assign (segid 3A4 and resid 206 and name N ) 
assign (segid 3A4 and resid 206 and name N 1 
assign (segid 3A4 and resid 206 and name N ) 
assign (segid 3A4 and resid 206 and name N 1 
assign (segid 3A4 and resid 206 and name N ) 
assign (segid 3A4 and resid 206 and name N ] 
assign (segid 3A4 and resid 206 and name M ] 
assign (segid 3A4 and resid 206 and name N ] 
assign (segid 3A4 and resid 206 and name N ] 
assign (segid 3A4 and resid 206 and name O ; 
assign (segid 3A4 and resid 206 and name O 
assign (segid 3A4 and resid 206 and name O 
assign (segid 3A4 and resid 206 and name O 
assign (segid 3A4 and resid 206 and name O 
assign (segid 3A4 and resid 206 and name O 
assign (segid 3A4 and resid 207 and name C 
assign (segid 3A4 and resid 207 and name C 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
aBsign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign {segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CA 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 end resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 
assign (segid 3A4 and resid 207 and name CB 



(segid 3A4 and resid 244 and 
(segid 3A4 and resid 244 and 
(segid 3A4 and resid 245 and 
(segid 3A4 and resid 245 and 
(segid 3A4 and resid 24 6 and 
(segid 3A4 and resid 246 and 
(segid 3A4 and resid 247 and 
(segid 3A4 and resid 247 and 
(segid 3A4 and resid 248 and 
(segid 3A4 and resid 248 and 
(segid 3A4 and resid 249 and 
(segid 3A4 and resid 251 and 
(segid 3A4 and resid 206 and 
(segid 3A4 and resid 206 and 
(segid 3A4 and resid 206 and 
(segid 3A4 and resid 206 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 225 and 
(segid 3A4 and resid 206 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 207 and 
(segid 3A4 and resid 219 and 
(segid 3A4 and resid 219 and 
(segid 3A4 and resid 2?0 and 
(segid 3A4 and resid 220 and 
(segid 3A4 and resid 221 and 
(segid 3A4 and resid 221 and 
(segid 3A4 and resid 222 and 
(segid 3A4 and resid 222 and 
(segid 3A4 and resid 223 and 
(segid 3A4 and resid 223 and 
(segid 3A4 and resid 224 and 
(segid 3A4 and resid 224 and 
(segid 3A4 and resid 225 and 
(segid 3A4 and resid 225 and 
(segid 3A4 and resid 226 and 
(segid 3A4 and resid 240 and 
(segid 3A4 and resid 240 and 
(segid 3A4 and resid 241 and 
(segid 3A4 and resid 241 and 
(segid 3A4 and resid 243 and 
(segid 3A4 and resid 243 and 
(segid 3A4 and resid 244 and 
(segid 3A4 and resid 244 and 
(segid 3A4 and resid 245 and 
(segid 3A4 and resid 24 5 and 
(segid 3A4 and resid 248 and 
(segid 3A4 and resid 248 and 
(segid 3A4 and resid 219 and 
(segid 3A4 and resid 219 and 
(segid 3A4 and resid 220 and 
(segid 3A4 and resid 220 and 
(segid 3A4 and resid 221 and 
(segid 3A4 and resid 221 and 
(segid 3A4 and resid 222 and 
(segid 3A4 and resid 222 and 
(segid 3A4 and resid 223 and 
(segid 3A4 and resid 223 and 
(segid 3A4 and resid 224 and 
(segid 3A4 and resid 224 and 
(segid 3A4 and resid 225 and 
(segid 3A4 and resid 225 and 
(segid 3A4 and resid 226 and 
(segid 3A4 and resid 240 and 
(segid 3A4 and resid 240 and 
(segid 3A4 and resid 241 and 
(segid 3A4 and resid 241 and 
(segid 3A1 and resid 241 and 
(segid 3A4 and resid 244 and 
(segid 3A4 and resid 245 and 
(segid 3A4 and resid 245 and 
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0.97 
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CA 
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15.74 
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CB 
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0.96 


0.97 


name CA ) 


15.65 


0.81 
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CB 
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14.97 


0.71 


0.71 


name 


CA 
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14.44 


0.94 


0.93 


name 


CB 


) 


13.18 


1.01 


1.01 


name 


CA 


) 


17.17 


1.08 


1.08 


name 


CB 


) 


17.97 


0.96 


0.95 


name 


C 


) 


2.46 


0.05 


0.04 


name 


CA 


) 


1.46 


0.00 


0.01 


name 


CB 


) 


2.46 


0.03 


0.02 


name 


O 


> 


3.54 


0.07 


0.06 


name 


C 


) 


4.67 


0.09 


0.09 


name 


CA 


) 


4.15 


0.09. 


0.08 


name 


CB 


) 


4.93 


0.12 


0.13 


name 


M 


) 


2.74 


0.07 


0.08 


name 


O 


) 


5.73 


0.16 


0.16 


name 


CB 


i 


5.44 


0.80 


0.80 


name 


CB 


) 


3.19 


O.08 


0.09 


name 


C 


) 


3.31 


0.18 


0.18 


name 


CA ) 


2.78 


0.05 


0.04 


name 


CB 


) 


4.19 


0.15 


0.14 


name 


N 


) 


2.24 


0.02 


0.03 


name 


O 


) 


3.81 


0.30 


0.29 


name 


CB 


) 


2.49 


0.01 


0.02 


name 


O 


) 


1.23 


0.01 


0.01 


name 


C 


) 


1.53 


0.01 


0.00 


name 


CB 


) 


1.54 


0.01 


0.01 


name 


O 


) 


2.39 


0.03 


0.03 



name CA ) 14.39 0.83 0.83 

name CB ) 13.84 0.74 0.75 

name CA ) 15.32 0.65 0.66 

name CB ) 16.47 0.60 0.61 

name CA ) 12.35 0.48 0.47 

name CB ) 11.86 0.46 0.46 

name CA ) 10.19 0.87 0.86 

name CB ) 10.16 0.92 0.92 

name CA ) 13.24 1.02 1.03 

name CB ) 14.64 1-02 1.02 

name CA ) 13.63 0.65 0.66 

name CB ) 14.04 0.48 0.49 

name CA ) 10.34 0.68 0.68 

name CB ) 9.04 0.61 0.61 

name CA ) 10.98 1.35 1.36 

name CA ) 15.75 1.10 1.11 

name CB ) 16.99 1.19 1.19 

name CA ) 13.70 1.23 1.24 

name CB ) 13.17 1.38 1.38 

name CA ) 18.16 0.99 1.00 

name CB ) 18.48 1.04 1.03 

name CA > 15.29 0.87 0.86 

name CB ) 13.85 0.86 0.87 

name CA ) 16.07 0.94 0.93 

name CB ) 16.12 0.99 1.00 

name CA ) 17.72 0.87 0.87 

name CB ) 16.39 0.93 0.93 

name CA ) 15.22 0.79 0.80 

name CB > 14.55 0.73 0.73 

name CA ) 16.21 0.60 0.61 

name CB ) 17.30 0.56 0.56 

name CA J 13.13 0.44 0.44 

name CB > 12.49 0.41 0.42 

name CA ) 11.25 0.86 0.86 

name CB ) 11.23 0.93 0.93 

name CA ) 14.47 0.99 0.98 

name CB > 15.84 0.98 0.97 

name CA > 14.73 0.63 0.64 

name CB ) 15.03 0.44 0.45 

name CA ) 11.45 0.71 0.71 

name CB ) 10.12 0.65 0.65 

name CA ) 12.37 1-37 1.36 

name CA ) 16.43 1.09 1.09 

name CB ) 17.61 1.20 1.19 

name CA ) 14.14 1.23 1.23 

name CB ) 13.49 1.37 1.37 

name CA J 15.91 0.87 0.87 

name CB ) 14.49 0.85 0.86 

name CA J 16.36 0.99 0.98 

name CB ) 16.30 1.05 1.06 
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assign (segxd 3A4 and resid 207 and name CB ) 
assign segxd 3A4 and resid 207 and name CB ) 
assign iselxd 3A4 and resxd 207 and name N 
assign segxd 3A4 and resxd 201 and name N 
5 assign segxd 3A4 and resxd 207 and name H 
assign segxd 3A4 and resxd 207 and name N 
assign segxd 3A4 and resxd 207 and name O 
assign (segxd 3A4 and resxd 20 and name C 
assign (segxd 3A4 and resid 
10 assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and re3xd 
assign (segxd 3A4 and resxd 
15 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
20 assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign {segxd 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
30 assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
35 assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign {segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
40 assign (segxd 3A4 and resid 
assign {segxd 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
45 assign (segxd 3A4 and resxd 
assign {segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
50 assxgn {segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
55 assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn {segxd 3A4 and resxd 
65 assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 



(segid 3A4 and resxd 248 and name CA ) 18.15 

v ^ name CB 1 16-77 



isegia j*vi u»u j. — - — 

(segid 3A4 and resid 248 and name CB ) 

(segid 3A4 and resxd 207 and name C 

(segxd 3A4 and resxd 207 and name CA 



20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name C ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA } 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA J 
20 and name CA ) 
20 and name CA } 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA } 
20 and name CA ) 



assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 

75 assxgn (segxd 3A4 and resxd 
assxgn (segsd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and lesxd 

80 assiqn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 



20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA } 
20 and name CA > 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 



Isegid 3A4 and resxd 207 and name CB 
( segxd 3A4 and resid 207 and name O 
(segid 3A4 and resid 207 and name CB 
(segid 3A4 and resid 20 and name CB 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
{segid 3A4 and resxd 
{segid 3A4 and resid 
[ segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and Lesxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
isegid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
{segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
{segxd 3A4 and resxd 
{segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 

(segid 3A4 and resxd - 

segxd 3A4 and resxd 322 and name CA 
segxd 3A4 and resxd 323 and name CA ) 



20 and name O 

21 and name C 
21 and name CA ) 
21 and name CB J 
21 and name N ) 

21 and name O ) 

22 and name C ) 
22 and name CA ) 
22 and name N ) 

22 and name O ) 

23 and name N ) 
31 and name C ) 
31 and name CA ) 
31 and name CB ) 
31 and name N ) 

31 and name O ) 

32 and name C ) 
32 and name CA ) 
32 and name CB ) 
32 and name N > 

32 and name O ) 

33 and name C ) 
33 and name CA > 
33 and name CB ) 

33 and name N ) 

34 and name CA ) 
34 and name CB ) 
34 and name N ) 
20 and name C ) 
20 and name CB ) 

20 and name O ) 

21 and name C 1 
21 and name CA ) 
21 and name CB ) 
21 and name N J 

21 and name O ) 

22 and name CA ) 

22 and name N ) 

23 and name CA ) 

23 and name CB ) 

24 and name CA ) 

24 and name CB ) 

25 and name CA 1 

26 and name CA ) 

29 and name CA ) 

30 and name CA ) 

31 and name C ) 
31 and name CA ) 
31 and name CB ) 
31 and name O ) 



segxd 3A4 and resxd 323 and name CB 
segid 3A4 and resxd 324 and name CA 
segid 3A4 and resxd 324 and name CB 
segid 3A4 and resxd 325 and name CA ) 
(segid 3A4 and resxd 325 and name CB 
segid 3A4 and resxd 326 and name CA 
segid 3A4 and resxd 326 and name CB ) 
(segxd 3A4 and resxd 327 and name CA ) 
segxd 3A4 and resxd 328 and name CA 
segxd 3A4 and resxd 328 and name CB 
(segxd 3A4 and resxd 329 and name CA 
(segxd 3A4 and resxd 329 and name CB 
1 * ■ 32 and name C > 



32 and name CA ) 

32 and name CB ) 

32 and name H > 

32 and name 0 } 



(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
segid 3A4 and resid 330 and name CA 
segid 3A4 and resid 330 and name CB 
segid 3A4 and restd 331 and name CA 
segxd 3A4 and resxd 331 and name CB 
segid 3A4 and resid 332 and name CA 
segid 3A4 and resid 333 and name CA J 



16.77 
2.45 
1.46 
2.47 
3.48 
3.24 
2.52 
1.24 
3.55 
2.40 
3.29 
1.32 
3.83 
6.79 
5.87 
4.60 
6.96 
7.67 
6.19 
6.21 
6.05 
7.61 
7.21 
4.99 
5.77 
6.15 
5.33 
3.86 
6.64 
5.83 
6.80 
5.84 
7.40 
7.04 
6.37 
1.51 
1.55 
2.38 
4.72 
3.77 
4.55 
2.42 
4.68 
7.03 
5.88 
9.85 
9.87 
13.40 
14.12 
15.68 
18.84 
12.88 
10.24 
6.30 
6.57 
6.26 
7.15 
14.07 
14.04 
13.37 
14.80 
16.15 
14.43 
13.52 
18.03 
18.86 
17.77 
15.66 
16.34 
13.35 
13.07 
4.52 
5.62 
6.19 
5.44 
3.43 
11.37 
12-31 
8.57 
7.75 
8.24 
9.83 



0.88 
0.94 
0.03 
0.01 
0.02 
0.06 
0.16 
0.04 
0.01 
0.04 
0.03 
0.11 
0.01 
0.11 
0.12 
0.07 
0.08 
0.16 
0.14 
0.15 
0.14 
0.13 
0.15 
0.20 
0.19 
0.14 
0.17 
0.12 
0.26 
0.26 
0.26 
0.33 
0.21 
0.24 
0.30 
0.23 
0.00 
0.01 
0.02 
0.05 
0.03 
0-07 
0.02 
0.14 
0.08 
0.08 
0.18 
0.29 
0.18 
0.37 
0.41 
0.88 
0.17 
0.20 
0.20 
0.17 
0.13 
0.29 
0.61 
0.27 
0.33 
0.10 
0.13 
0.32 
0.43 
0.37 
0.33 
0.70 
0.91 
1.00 
0.99 
1.01 
0.17 
0.15 
0.17 
0.16 
0.18 
0.95 
0.95 
0.90 
0.79 
1.14 
1.44 



0.89 
0.95 
0.03 
0.00 
0.02 
0.06 
0.16 
0.03 
0.00 
0.03 
0.03 
0.11 
0.01 
0.10 
0.13 
0.06 
0.07 
0.17 
0.15 
0-14 
0.15 
0.13 
0.15 
0.20 
0.20 
0.14 
0.17 
0.12 
0.25 
0.26 
0.26 
0.33 
0.21 
0.24 
0.30 
0.23 
0.00 
0.01 
0.02 
0.06 
0.02 
0.08 
0.01 
0.14 
0.09 
0.08 
0.19 
0.29 
0.18 
0.37 
0.40 
0.89 
0.17 
0.19 
0.20 
0.17 
0.14 
0.28 
0.62 
0.27 
0.33 
0.09 
0.14 
0.32 
0.43 
0.36 
0.32 
0.71 
0.90 
1.00 
0.99 
1.00 
0.17 
0.15 
0.16 
0.16 
0.18 
0.95 
0.96 
0.91 
0.80 
1.13 
1.44 
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assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 



20 and name CA 3 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 



(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 337 and name CB j 
(segid 3A4 and resid 338 and name CA ) 



33 and name CA ) 
33 and name CB ) 
33 and name N > 
33 and name 0 ) 



and resid 



40 



45 



50 



55 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



assign 
assign 
assign 
assign 

assign - 

assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
9 53iy i. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
W w (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
70 assign (segid 3A4 and resid 
(segid 3A4 and resid 
assxy.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



60 



assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



*3SS S£3=§i!=Pi 

(segid 3A4 and resid 33 and name c 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid __ 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 341 and name CA 
segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA 
( segid 3A4 and resid 343 and name CB 
segid 3A4 and resid 344 and name CA J 
segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA 
segid 3A4 and resid 345 and name CB 
segid 3A4 and resid 346 and name CA ) 
segid 3A4 and resid 346 and name CB 
segid 3A4 and resid 347 and name CA 
segid 3A4 and resid 347 and name CB ) 
{segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name C > 
(segid 3A4 and resid 34 and name CA 
segid 3A4 and resid 34 and name CB 
(segid 3A4 and resid 34 and name N 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 351 and name CA ) 
segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and resid 354 and name CA 
(segid 3A4 and resid 354 and name CD 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and x**** 
(segid 3A4 * * 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



20 _ 

20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA > 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA ) 
20 and name CA > 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB > 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 



and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 



35 and name N ) 

36 and name CA ) 

37 and name CA ) 
37 and name CB ) 

(segid 3A4 and resid 382 and name CA > 
(segid 3A4 and resid 382 and name CB ) 
segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 38 and name CA ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
( segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



38 and name CB ) 

39 and name CA ) 

39 and name CB ) 

40 and name CA ) 

40 and name CB ) 

41 and name CA ) 

41 and name CB ) 

42 and name CA ) 
42 and name CB ) 
21 and name C ) 
21 and name CA ) 
21 and name CB ) 
21 and name N ) 

21 and name O ) 

22 and name CA ) 

22 and name N ) 

23 and name CA ) 

23 and name CB ) 

24 and name CA ) 

24 and name CB ) 

25 and name CA ) 

29 and name CA ) 

30 and name CA ) 

31 and name C ) 
31 and name CA ) 
31 and name CB ) 



7.88 
10.53 
11.76 
10-45 
9.88 
13.94 ■ 
14.47 
16.42 
17.86 
5.57 
4.76 
5.62 
5.08 
6.73 
16.64 
13.17 
12.03 
12.39 
9.56 
9.27 
9.88 
10.09 
9.70 
10.49 
10.64 
9.95 
13.50 
14.79 
14.70 
11.86 
10.45 
7.14 
6.36 
6.22 
5.26 
12.34 
12.49 
15.97 
15.66 
15.58 
13.79 
13.10 
16.33 
16.41 
16.10 
15.02 
16.57 
7.85 
6.79 
11.07 
10.84 
10.80 
17.46 
16.03 
18.23 
18.17 
7.95 
6.48 
9.71 
10.13 
12.98 
13.71 
12.15 
11.24 
11.18 
10.03 
5.53 
4.74 
5.78 
3.52 
5.45 
7.64 
6.58 
10.75 
10.87 
14.14 
14.84 
16.48 
13.18 
10.51 
6.66 
6.77 
6.12 



0.83 
0.78 
0.72 
0.92 
0.88 
0.87 
0.93 
0.72 
0.76 
0.21 
0.24 
0.34 
0.18 
0.24 
0.31 
0.28 
0.36 
0.19 
0.28 
0.38 
0.27 
0.38 
0.34 
0-40 
0.50 
0.57 
0.49 
0.50 
0.39 
0.46 
0.42 
0.13 
0.15 
0.25 
0.16 
0.81 
0.90 
0.72 
0.81 
0.85 
0.92 
1.00 
0.93 
0.92 
1.27 
1.38 
0.92 
0.24 
0.20 
0.23 
0.24 
0.27 
0.48 
0.48 
0.28 
0.27 
0.41 
0.36 
0.40 
0.42 
0.36 
0.33 
0.40 
0.40 
0.47 
0.47 
0.12 
0.08 
0.11 
0.06 
0.20 
0.19 
0.19 
0.21 
0.30 
0.23 
0.46 
0.38 
0.25 
0.19 
0.22 
0.18 
0.14 



0.82 
0.77 
0.72 
0.93 
0-89 
0.87 
0.93 
0.72 
0.76 
0.22 
0.23 
0.34 
0.19 
0.24 
0.31 
0.27 
0.35 
0.19 
0.29 
0.38 
0.28 
0.39 
0.33 
0.39 
0.49 
0.57 
0.49 
0.50 
0.39 
0.46 
0.42 
0.12 
0.16 
0.24 
0.16 
0.81 
0.89 
0.72 
0.82 
0-86 
0.92 
1.00 
0.93 
0.92 
1.27 
1.38 
0.92 
0.24 
0.19 
0.23 
0.25 
0.28 
0.47 
0.49 
0.29 
0.27 
0.41 
0.37 
0.40 
0.41 
0.37 
0.33 
0.40 
0.41 
0.47 
0.48 
0.13 
0.09 
0.11 
0.06 
0.20 
0.19 
0.18 
0.20 
0.30 
0.24 
0.46 
0.39 
0.26 
0.18 
0.22 
0.17 
0.14 



228 



assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 
30 assign (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 
(segid 3A4 



20 and name CB ) (segid 3A4 and resid 322 and name CA 

20 and name CB > (segid 3A4 and resid 323 and name CA 

To and name CB ) (segid 3A4 and resid 323 and name CB 

20 and name CB ) (segid 3A4 and resid 324 and name CA ) 

20 anS name CB (segid 3A4 and resid 324 and name CB 

20 and name CB ) (segid 3A4 and resid 325 and name CA 

2 ^d name 3 > KS* « -d SSS S 22 SS S 5 
11 and nam: 3 S 3^4 and resid 326 and name CB > 

2 2°0 and re CB {fegid and resid 328 and name CA 

20 and name CB ) (segid 3A4 and resid 328 and name CB ) 



32 and name CA ) 
32 and name CB ) 
32 and name N ) 
32 and name O ) 



35 



assign 
assign 
assign 
assign 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 

and resid 

(segid 3A4 and resid 
(segid 3A4 and resid 
and resid 



40 



45 



50 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 



a,o. H « (segid 3A4 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resxd 
aacx*.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
c^xy.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
tsegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
awy .. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



£ tnd name CB =£5 anS resid 329 and name CA > 

20 anS ntme CB isegid 3A4 and resid 329 and name CB 

20 and name CB ) (segid 3A4 and resid 32 and name C 

20 and name CB ) (segid 3A4 and resid 

20 and name CB > (segid 3A4 and resid 

20 and name CB ) (segid 3A4 and resid 

IS £ name S ! Iffi SJ S 2=3 330 and name CA J 

2 2°0 S name S I » SS 3 ^ « ^ = | 
20 and ntme CB segid 3A4 and resid 331 and name CB 
20 and nwl S (segid 3A4 and resid 332 and name CA 
20 and name CB ) (segid 3A4 and resid 333 and name CA 
20 and name CB ) (segid 3A4 and resid 335 and name CA 
20 and name CB ) (segid 3A4 and resid 336 and name CA J 
» tnd nam: CB isegid 3A4 and resid 336 and name CB 
20 and name CB ) (segid 3A4 and resid 337 and name CA 
20 and name CB ) (segid 3A4 and resid 337 and name CB 
90 and name CB ) (segid 3A4 and resid 338 and name CA ) 
20 and name ct* > 8 ^ ^ 33Q and name cB ) 

segid 3A4 and resid 339 and name CA 
isegid 3A4 and resid 339 and name CB > 
(segid 3A4 and resid 33 and name C ) 
(segid 3A4 and resid 
(segid 3A4 
(segid 3A4 



20 and name CB ) 
20 and name CB ) 
20 and name CB > 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 



33 and name CA ) 
33 and name CB ) 
33 and name N ) 
33 and name O ) 



and resid 

and resid 

(segid 3A4 and resid 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB ) 
segid 3A4 and resid 342 and name CA 



20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



20 and name CB ) isegiu -*rw ~ ' H namB rp. ) 

20 and name CB ) (segid 3A4 and resid 343 and name CA 
20 and name CB ) (segid 3A4 and resid 343 and name CB 
20 and name CB ) (segid 3A4 and resid 344 and name CA 
20 and name CB ) (segid 3A4 and resid 344 and name CB 
20 and name CB ) (segid 3A4 and resid 345 and name CA 
20 and name CB ) (segid 3A4 and resid 345 and name CB 
20 and name CB ) (segid 3A4 and resid 346 and name CA 
20 and name CB ) (segid 3A4 and resid 346 and name CB 
20 and name CB ) (segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name cb j 
(segid 3A4 and resid 348 and name CA ) 
segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB 
isegid 3A4 and resid 34 and name N J 
segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
20 and name CB j (segid 3A4 and resid 351 and name CA 
20 and name CB ) (segid 3A4 and resid 352 and name CA 

2 20 =2 name S ) 3 SSS HI SS ™l £ \ 

IS ana name 5 (segid 3A4 and resid 353 and name CB , 
20 and name CB ) (segid 3A4 and resid 354 and name CA 
20 and name CB ) (segid 3A4 and resid 354 and name CB 
20 and name CB ) (segid 3A4 and resid 355 and name CB 
Isegid 3A4 and resid 356 and name i 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB > 
20 and name CB ) 



35 and name N ) 

36 and name CA ) 

37 and name CA ) 
37 and name CB ) 



20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 
20 and name CB ) 



(segia jmi cuiu ^ - ■ 

Hegid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB > 
(segid 3A4 and resid 385 and name CA > 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 38 and name CA ) 
(segid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 39 and name CA ) 



14.12 
13.70 
12.93 
14.25 
15.64 
13.54 
12.58 
17.03 
17.84 
16.60 
17.29 
14.40 
15.07 
11.96 
11.71 
5.26 
6.38 
7.21 
6.05 
4.37 
9.87 
10.81 
7.07 
6.30 
6.91 
8.56 
6.62 
9.26 
10.53 
9.35 
8.76 
12.97 
13.59 
15.46 
16.87 
6.20 
5.17 
5.64 
5.62 
7.36 
15.96 
12.64 
11.44 
12.16 
9.40 
8.90 
10.20 
10.60 
9.97 
10.57 
11.34 
10.83 
14.03 
15.26 
15.55 
12.78 
11.43 
7.22 
7.32 
6.00 
12.88 
12.89 
16.57 
16.50 
16.53 
14.45 
13.63 
16.99 
17.13 
15.26 
16.61 
8.21 
7.28 
11.12 
10.42 
10.35 
17.63 
16.16 
18.23 
17.86 
7.3J 
5.93 
9.42 



0.68 
0.33 
0.36 
0.10 
0.11 
0.31 
0.40 
0.36 
0.32 
0.71 
0.79 
0.90 
0.99 
0.98 
0.99 
0.16 
0.17 
0.17 
0.18 
0.18 
0.95 
0.95 
0.89 
0.76 
1.06 
1.33 
0.76 
0.78 
0.71 
0.89 
0.84 
0.85 
0.89 
0.73 
0.77 
0.15 
0.16 
0.27 
0.16 
0.17 
0.33 
0.26 
0.33 
0.25 
0.33 
0.42 
0.29 
0.40 
0.27 
0.34 
0.40 
0.50 
0.40 
0.41 
0.34 
0.44 
0.40 
0.17 
0.28 
0.15 
0.82 
0.90 
0.74 
0.85 
0.87 
0.99 
1.09 
1.04 
1.04 
1.51 
1.01 
0.29 
0.22 
0.22 
0.25 
0.30 
0.54 
0.54 
0.37 
0.35 
0.30 
0.21 
0.30 



0.68 
0.32 
0.36 
0.10 
0.11 
0.31 
0.39 
0.36 
0.32 
0.71 
0.80 
0.90 
0.99 
0.97 
0.98 
0.16 
0.16 
0.18 
0.18 
0.18 
0.94 
0.94 
0.89 
0.75 
1.06 
1.33 
0.77 
0.77 
0.72 
0.90 
0.85 
0.84 
0.90 
0.73 
0.77 
0.15 
0.16 
0.26 
0.16 
0.16 
0.33 
0.26 
0.33 
0.26 
0.34 
0-43 
0.29 
0.40 
0.26 
0.35 
0.40 
0.49 
0.41 
0.41 
0.34 
0.45 
0.40 
0.17 
0.28 
0.16 
0.82 
0.89 
0.75 
0.85 
0.87 
1.00 
1.08 
1.04 
1.04 
1.51 
1.01 
0.28 
0.23 
0.22 
0.25 
0.29 
0.53 
0.54 
0.36 
0.36 
0.30 
0.22 
0.30 



229 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segad 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



20 and name CB 
20 and name CB 
20 and name CB 
20 and name CB 
20 and name CB 
20 and name CB 
20 and name CB 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name H 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name N 
20 and name H 
20 and name N 
20 and name N 
20 and name N 
20 and name O 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 
20 and name 



20 and name O 



20 and name 
20 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 arid name 
219 and name C 
219 and name C 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 
219 and name 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
I segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
1 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
> 
> 
) 
) 
) 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



39 and name CB ) 

40 and name CA ) 

40 and name CB ) 

41 and name CA ) 

41 and name CB ) 

42 and name CA ) 
42 and name CB ) 
20 and name C ) 
20 and name CA ) 
20 and name CB ) 

20 and name 0 ) 

21 and name C ) 
21 and name CA ) 
21 and name CB ) 
21 and name N ) 

21 and name 0 ) 

22 and name H ) 
31 and name C ) 

31 and name CB ) 

32 and name C ) 
32 and name CA ) 
32 and name CB ) 
32 and name N ) 

32 and name O ) 

33 and name C ) 
33 and name CA ) 
33 and name CB ) 
33 and name N ) 

33 and name 0 ) 

34 and name C ) 
34 and name CA ) 
34 and name CB ) 

34 and name N ) 

35 and name CA ) 
35 and name N ) 
38 and name CB ) 

20 and name CB ) 

21 and name C ) 
21 and namo CA ) 
21 and name CB ) 
21 and name N ) 

21 and name O ) 

22 and name C ) 
22 and name CA ) 
22 and name H ) 
22 and name 0 ) 
31 and name C ) 
31 and name CA ) 

31 and name CB ) 

32 and name C ) 
32 and name CA ) 
32 and name CB ) 



0.33 
0.28 
0.25 
0.33 
0.33 
0.43 



32 and rfame H 

32 and name O 

33 and name CA 

33 and name N 

34 and name N 



C 
C 
C 
C 
C 
C 
C 
C 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 219 and name CG 
(segid 3A4 and resid 219 and name O 
(segid 3A4 and resid 220 and name C 
(segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB 
(segid 3R4 and resid 220 and name N ) 
(segid 3A4 and resid 220 and name O 
(segid 3A4 and resid 221 and name C ) 
(segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 221 and name M ) 
(segid 3A4 and resid 221 and name 0 ) 
(segid 3A4 and resid 222 and name C 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 222 and name N ) 
(segid 3A4 and resid 222 and name O 
segid 3A4 and resid 223 and name C 
(segid 3A4 and resid 223 and name CA 
, (segid 3A4 and resid 223 and name CB 
) (segid 3A4 and resad 223 and name N 
(segid 3A4 and resid 223 and name O 
(segid 3A4 and resid 224 and name CA 
sSid 3A4 and resid 224 and name CB 
) (segid 3A4 and resid 224 and name M J 



10.06 
12.45 
13.19 
11.22 
10.23 
10.33 
9.30 
2.36 
1.46 
2.47 
2.83 
5.-72 
4.54 
4.93 
3.32 
5.80 
6.84 
7.57 
7.71 
5.37 
6.57 
6.93 
6.60 
4.25 
5.76 
5.28 
6.20 
5.83 
6.94 
6.58 
5.99 
5.67 
5.12 
7.12 
6.17 
6.40 
2.96 
4.04 
2.75 
3.52 
2.25 
4.59 
7.15 
6.18 
4.83 
7.20 
7.19 
7.03 
6.78 
6.20 
6.94 
7.27 
6.40 
5.07 
6.97 
7.04 
7.41 
2.52 
3.09 
1.24 
3.04 
2.43 
3.70 
1.32 
3.88 
4.67 
4.53 
5.27 
3.32 
5.73 
5.12 
4.79 
4.59 
4.02 
6.34 
6.30 
5.24 
4.80 
4.37 
7.46 
7.45 
7.49 
6.17 



44 
04 
01 
.03 
.08 
0.06 
0.08 
0.14 
0.08 
0.11 
0.06 
0.22 
0.15 
0.19 
0.17 
0.18 
0.17 
0.19 
0.29 
0.29 
0.39 
0.22 
0.30 
0.21 
0.22 
0.28 
0.24 
0.31 
0.29 
0.56 
0.11 
0.03 
0.07 
0.23 
O.03 
0.09 
0.1b 
0.10 
0.11 
0.21 
0.12 
0.14 
0.15 
0.20 
0.16 
0.22 
0.10 
0.26 
0.24 
0.20 
0.23 
0.02 
0.09 
0.01 
0.04 
0.03 
0.03 
0.00 
0.10 
0.07 
0.04 
0.07 
0.02 
0.12 
0.11 
0.11 
0.21 
0.05 
0.12 
0.10 



0.32 
0.27 
0.24 
0.33 
0.33 
0.43 
0.43 
0.05 
0.01 
0.03 
0.08 
0.06 
0.08 
0.15 
0.08 
0.11 
0.06 
0.22 
0.14 
0.19 
0.17 
0.19 
0.17 
0.19 
0.29 
0.29 
0.38 
0.22 
0.31 
0.21 
0.22 
0.27 
0.24 
0.31 
0.30 
0.56 
0.11 
0.03 
0.07 
0.24 
0.02 
0.08 
0.14 
O.10 
0.11 
0.20 
0.12 
0.14 
0.16 
0.21 
0.16 
0.22 
0.10 
0.27 
0.24 
0.20 
0.24 
0.03 
0.09 
0.00 
0.05 
0.02 
0.03 
0.01 
0.11 
0.08 
0.03 
0.07 
0.03 
0.11 
0.12 
0.12 
0.22 
0.04 
0.12 
0.11 
0.14 
0.19 
0.13 
0.10 
0.10 
0.10 
0.11 



14 
19 
.13 
.11 
.10 
0.11 
0.11 
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10 



15 



20 



25 



30 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



40 



45 



50 



assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA > 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA ) 
ass^n segid 3A4 and resid 219 and name CA ) 
assign segid 3A4 and resid 219 and name CA ) 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 

(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and reaid 219 and name CA ) 
,, sian (segid 3A4 and resid 219 and name CA ) 
assign segid 3A4 and resid 219 and name CA ) 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA J 
(segid 3A4 and re3id 219 and name CA ) 
(segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA > 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
assign (segid 3A4 and resid 219 and name CA ) 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA 
assign (segid 3A4 and resid 219 and name CA ) 
assign (segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA > 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
assign (segid 3A4 and resid 219 and name CA ) 
assign (segid 3A4 and resid 219 and name CA ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 



(segid 3A4 and resid 219 and name C ) 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 219 and name CG ) 
(segid 3A4 and resid 219 and name O ) 
(segid 3A4 and resid 220 and name C ) 
(segid 3A4 and resid 220 and name CA ) 



55 



60 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



segid 3A4 and resid 220 and name CB 
r segid 3A4 and resid 220 and name N 
(segid 3A4 and resid 220 and name 0 
(segid 3A4 and resid 221 and name C 
(segid 3A4 and resid 221 and name CA 
segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 221 and name M 
(segid 3A4 and resid 221 and name O 
(segid 3A4 and resid 222 and name C 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and xesid 222 and name N 
(segid 3A4 and resid 222 and name O 
(segid 3A4 and resid 223 and name C 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 223 and name N ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 224 and name M 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 226 and name CA 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 241 and name CA 
(segid 3A4 and resid 241 and name CB 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB ) 
( segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB > 
(segid 3A4 and resid 247 and name CA 
( segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA 1 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA > 
(segid 3A4 and resid 256 and name CA 
(segid 3A4 and resid 259 and name CB 
segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
segid 3A4 and resid 393 and name CA 
segid 3A4 and resid 394 and name CA 
segid 3A4 and resid 395 and name CA 
selid 3A4 and resid 396 and name CA 
segid 3A4 and resid 396 and name CB 
segxd 3A4 and resid 397 and name CA 
selid 3A4 and resid 397 and name CB 
segid 3A4 and resid 399 and name CA 
segid 3A4 and resid 399 and name CB 
segid 3A4 and resid 400 and name CA 
segid 3A4 and resid 400 and name CB 
segid 3A4 and resid 219 and name CG 
segid 3A4 and resid 220 and name C 
segid 3A4 and resid 220 and name CA 
stgid 3A4 and resid 220 and name CB ) 
v ^ y . . _. i oon nnH name N 



0.00 
0.01 
0.05 
0.00 
0.03 
0.02 
0.02 
0.02 
0.10 
0.03 
0.05 
0.08 
0.07 
0.07 
0.13 
0.11 
0.23 



75 



80 



assign (segid 3A4 and resid 219 and name CB segxa ^ namQ 
assign (segid 3A4 and resid 219 and name CB jjgxd 3M and , 



tsegia jmi aiw xtbo-lu •• 

assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 
assign (segid 3A4 and resid 219 and name CB ) 



) 

{segid 3A4 and resid 220 and name 0 ) 
tegid 3A4 and resid 221 and name C 
selid 3A4 and resid 221 and name CA 
segid 3A4 and resid 221 and name CB 
*egid 3A4 and resid 221 and name H 
segid 3A4 and resid 221 and name O 
segid 3A4 and resid 222 and name c 
segid 3A4 and resid 222 and name CA ) 



1.52 
1.53 
2.57 
2.40 
4.46 
3.81 
4.85 
2.44 
5.37 
5.74 
5.61 
6.04 
4.49 
6.86 
6.09 
5.55 
4.98 
4.91 
7.29 
7.63 
6.45 
6.07 
5.51 
8.88 
8.94 
7.58 
10.21 
9.76 
11.17 
17.93 
16.54 
17.23 
18.28 
16.91 
17.18 
13.28 
12.80 
14.36 
15.56 
16.29 
17.47 
13.64 
12.95 
11.37 
10.94 
14.67 
15.58 
15.93 
12.63 
11.19 
13.39 
13.46 
17.08 
17.36 
15.53 
17.00 
18.52 
16.31 
15.51 
14.99 
18.16 
16.82 
14.34 
13.09 
17.24 
18.00 
17.87 
16.58 
17.47 
16.75 
1.52 
4.84 
4.44 
5.30 
3.09 
5.89 
5.71 
5.41 
5.45 
4.45 
6.91 
6.59 
5.72 



03 
15 
.14 
.18 
.23 
.14 
0.09 
0.09 
0.11 
0.11 
0.15 
0-25 
0.60 
0.66 
0.73 
0.59 
0.37 
0.34 
0.43 
0.50 
0.43 
0.42 
0.35 
0.39 
0.38 
0.44 
0.27 
0.33 
0.26 
0.28 
0.42 
0.24 
0.24 
0.37 
0.38 
0.33 
0.55 
1.18 
0.46 
0.56 
0.62 
0.53 
0.64 
0.71 
0.87 
0.93 
0.89 
0.89 
0.84 
1.02 
1.02 
1.12 
1.14 
0.01 
0.06 
0.03 
0.11 
0.04 



0.01 
0.01 
0.04 
0.01 
0.04 
0.01 
0.03 
0.01 
0.09 
0.03 
0.05 
0.08 
0.07 
0.06 
0-14 
0.11 
0.23 
0.02 
0.14 
0.13 
0.18 
0.23 
0.15 
0.09 
0.08 
0.10 
0.12 
0.14 
0.26 
0.59 
0.65 
0.72 
0.60 
0-36 
0.34 
0.43 
0.49 
0.43 
0.43 
0.34 
0.39 
0.38 
0.44 
0.26 
0.34 
0.27 
0.29 
0.42 
0.24 
0.24 
0.37 
0.38 
0.34 
0.54 
1.19 
0.45 
0.55 
0.62 
0.53 
0.64 
0.72 
0.88 
0.92 
0.88 
0.89 
0.84 
1.02 
1.01 
1.12 
1.13 
0.01 
0.07 
0.04 
0.11 
0.04 
0.07 
0.13 
0.15 
0.17 
0.13 
0.11 
0.11 
0.14 



.07 
.14 
.16 
.18 
.14 
.12 
0.11 
0.13 
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assign {segid 3A4 and re-aid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and xesid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CB 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name CG 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name M 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name M 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name H 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name N 
assign (segid 3A4 and resid 219 and name H 
assign (segid 3A4 and resid 219 and name N 



(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 222 and name N 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 223 and name M 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 226 and name CA 
(segid 3A4 and resid 240 and name CA 
(segid 3A4 and resid 241 and name CA 
(segid 3A4 and resid 241 and name CB 
(segid 3A4 and resid 242 and name CA 
(segid 3A4 and resid 243 and name CA 
(segid 3A4 and resid 243 and name CB 
(segid 3A4 and resid 244 and name CA 
(segid 3A4 and resid 244 and name CB 
(segid 3A4 and resid 245 and name CA 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and res id 246 and name CA 
(segid 3A4 and resid 246 and name CB 
(segid 3A4 and resid 2 4 1 and name CA 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA 
(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 249 and name CA 
(segid 3A4 and resid 250 and name CA 
(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 254 and name CA 
(segid 3A4 and resid 255 and name CA 
(segid 3A4 and resid 256 and name CA 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 394 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 396 and name CA 
(segid 3A4 and resid 396 and name CB 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 220 and name C 
(segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB 
(segid 3A4 and resid 220 and name N 
(segid 3A4 and resid 220 and name O 
(segid 3A4 and resid 221 and name C 
(segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 221 and name N 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



41 and name CA 

41 and name CB 

42 and name CA 
42 and name CB 
21 and name C 
21 and name CA 
21 and name CB 

21 and name O 

22 and name C 
22 and name CA 
22 and name N 

22 and name O 

23 and name CA 
23 and name N 
30 and name C 

30 and name O 

31 and name C 
31 and name CA 
31 and name CB 
31 and name M 

31 and name O 

32 and name C 
32 and name CA 
32 and name CB 
32 and name N 

32 and name O 

33 and name C 
33 and name CA 
33 and name CB 

33 and name N 

34 and name CA 
34 and name CB 
34 and name N 

21 and name CB 

22 and name C 
22 and name CA 
22 and name N 

22 and name O 

23 and name C 
23 and name CA 
23 and name CB 
23 and name n 
23 and name O 
30 and name C 
30 and name CA 
30 and name N 

30 and name O 

31 and name C 
31 and name CA 
31 and name CB 
31 and name N 

31 and name O 

32 and name C 
32 and name CA 
32 and name CB 
32 and name N 

32 and name O 

33 and name C 
33 and name CA 
33 and name CB 
33 and name N 

342 and name O 
344 and name N 
344 and name O 
220 and name CB 

220 and name O 

221 and name C 
221 and name CA 
221 and name CB 
221 and name N 

221 and name O 

222 and name C 
222 and name CA 
222 and name CB 
222 and name H 

222 and name O 

223 and name C 
223 and name CA 
223 and name CB 
223 and name N 

223 and naroo O 

224 and name C 
224 and name CA 



16.44 
15.62 
15.00 
13. TO 
2.40 
1.44 
2.44 
2.63 
5.62 
4.80 
3.58 
5.83 
7.56 
6.44 
7.16 
6.60 
5.29 
5.34 
5.46 
6.69 
6.37 
4.38 
4.89 
5.12 
4.37 
3.30 
6.53 
5.73 
6.83 
5.43 
7.41 
6.99 
6.40 
3.32 
3.59 
2.79 
2.26 
4.23 
6.43 
5.34 
5.54 
4.12 
6.40 
4.66 
6.15 
6.60 
4.03 
3.47 
3.27 
3.94 
4.42 
4.67 
4.21 
3.85 
4.05 
2.80 
3.71 
7.23 
6.32 
7.34 
5.44 
7.23 
7.44 
7.21 
2.52 
1.24 
3.01 
2.43 
3.71 
1.32 
3.78 
4.53 
4.48 
5.24 
3.32 
5.62 
4.82 
4.48 
4.25 
3.77 
6.02 
6.08 
5.05 



0.32 

0.33 

0.35 

0.37 

0.05 

0.01 

0.04 

0.09 

0.11 

0.05 

O.06 

0.16 

0.18 

0.14 

0.19 

0.21 

0.14 

0.15 

0.14 

0.15 

0.17 

0.23 

0.16 

0.17 

0.11 

0.31 

0.29 

0.30 

0.34 

0.23 

0.31 

0.34 

0.30 

0.09 

0.23 

0.06 

0.01 

0.32 

0.28 

0.33 

0.46 

0.25 

0.19 

0.17 

0.18 



0.18 

0.24 

0.07 

0.12 

0.19 

0.11 

0.07 

0.24 

0.20 

0.22 

0.13 

0.32 

0.22 

0.22 

0.22 

0.19 

0.12 

0.13 

0.30 

0.02 

0.01 

0.06 

0.01 

0.02 

0.02 

0.09 

0.06 

0.05 

0.09 

0.05 

0.07 

O.06 

0.05 

0.08 

0.06 

0.06 

0.08 

0.05 



0.31 

0.32 

0.36 

0.37 

0.05 

0.01 

0.04 

0.09 

0.10 

0.05 

0.05 

0.17 

0.17 

0.14 

0.18 

0.22 

0.14 

0.15 

0.14 

0.16 

0.17 

0.23 

0.15 

0.16 

0.11 

0.32 

0.28 

0.29 

0.34 

0.24 

0.30 

0.34 

0.29 

0.09 

0.23 

0.06 

0.02 

0.32 

0.28 

0.34 

0.45 

0.26 

0.19 

0.17 

0.18 

0.17 

0.24 

0.07 

0.12 

0.19 

0.11 

0.07 

0.23 

0.19 

0.23 

0.13 

0.31 

0.23 

0.21 

0.22 

0.19 

0.13 

0.12 

0.29 

0.01 

0.00 

0.05 

0.00 

0.02 

0.02 

0.09 

0.06 

0.06 

0.09 

0.05 

0.06 

0.05 

0.05 

0.07 

0.06 

0.07 

0.09 

0.05 



236 



15 



35 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assl gn 
assign 



45 



60 



65 



70 



(segid 3A4 
(sag id 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 220 
and cesid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 
and resid 220 



and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name C ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA J 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CB ) 
and name CB ) 
and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
Oegid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
[segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(seqid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



224 and 
224 and 

224 and 

225 and 
225 and 
225 and 
220 and 
220 and 

220 and 

221 and 
221 and 
221 and 
221 and 

221 and 

222 and 
222 and 
222 and 
222 and 

222 and 

223 and 
223 and 
223 and 
223 and 

223 and 

224 and 
224 and 
224 and 

224 and 

225 and 
225 and 

225 and 

226 and 
240 and 

240 and 

241 and 

241 and 

242 and 

242 and 

243 and 

243 and 

244 and 
24 4 and 

245 and 

245 and 

246 and 

246 and 

247 and 

247 and 

248 and 

248 and 

249 and 

250 and 

250 and 

251 and 

251 and 

252 and 

252 and 

253 and 

254 and 

255 and 

256 and 
259 and 
259 and 
391 and 

391 and 

392 and 

392 and 

393 and 

394 and 

394 and 

395 and 

396 and 

396 and 

397 and 

397 and 

398 and 

399 and 

399 and 

400 and 
400 and 
221 and 
221 and 
221 and 



name CB ) 
name N ) 
name 0 ) 
name CA ) 
name CB ) 
name N ) 
name C ) 
name CB ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA' ) 
name CB ) 
name N ) 
name 0 ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name CA ) 
name CB ) 
name N ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA > 
name CB ) 
name CA > 
name CB ) 
name C ) 
name CA ) 
name CB ) 



4.71 
4.11 
7.23 
7.18 
7.17 
5.94 
1.53 
1.53 
2.39 
4.42 
3.82 
4.89 
2.46 
5.26 
5.52 
5.52 
5.95 
4.46 
6.65 
5.66 
5.08- 
4.41 
4.55 
6.83 
7.36 
6.18 
5.90 
5.17 
8.59 
8.61 
7.31 
10.11 
15.24 
16.49 
14.19 
15.12 
15.54 
16.97 
13.70 
13.91 
10.28 
10.06 
11.70 
13.06 
13.14 
14.22 
10-19 
9.38 
8.49 
8.35 
12.02 
12.50 
12.64 
9.78 
8.28 
11.34 
11.54 
14.79 
14.78 
13.53 
15.54 
18.63 
17.33 
16.69 
17.10 
13.40 
12.40 
12.65 
16.13 
17.12 
15.40 
13.27 
11.88 
15.98 
16.47 
18.76 
17.57 
16.36 
17.33 
16.45 
5.45 
4.51 
5.40 



0.08 
0.04 
0.09 
0.12 
0.16 
0.11 
0.01 
0.01 
0.01 
0.04 
0.01 
0.02 
0.02 
0.09 
0.05 
0.04 
0.10 
0.05 
0.06 
0.08 
0.05 
0.09 
0.05 
0.09 
0.11 
0.07 
0.10 
0.08 
0.12 
0.15 
0.11 
0.11 
0.70 
0.69 
0.73 
0.80 
0.68 
0.64 
0.51 
0.48 
0.57 
0.62 
0.57 
0.57 
0.44 
0.51 
0.45 
0.51 
0.33 
0.43 
0.30 
0.34 
0.50 
0.34 
0.33 
0.46 
0.45 
0.39 
0.65 
1.19 
0.47 
0.44 
0.42 
0.43 
0.42 
0.40 
0.3S 
0.42 
0.45 



0.07 
0.04 
0.10 
0.13 
0.17 
0.11 
0.00 
0.01 
0.01 
0.05 
0.01 
0.02 
0.01 
0.08 
0.06 
0.04 
0.11 
0.04 
0.07 
0.09 
0.06 
0.09 
0.05 
0.10 
0.10 
0.08 
0.10 
0.07 
0.12 
0.15 
0.12 
0.10 
0.70 
0.68 
0.73 
0.79 
0.67 
0.65 
0.50 
0.48 
0.57 
0.62 
0.57 
0.57 
0.44 
0.51 
0.45 
0.52 
0.33 
0.43 
0.30 
0.35 
0.50 
0.34 
0.34 
0.46 
0.45 
0.39 
0.65 
1.18 
0.46 
0.44 
0.43 
0.43 
0.42 
0.41 
0.35 
0.42 
0.45 
0.45 



46 
57 
66 
.62 
.58 
.54 
.61 
.67 
0.67 
0.75 
0. 79 
0.09 
0.09 
0.10 



58 
65 
63 
58 
.53 
.61 



0.67 
0.68 
0.75 
0.79 
0.09 
0-09 
0.11 
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assign (segid 3A4 and resid 720 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB ) 
5 assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
10 assian segid 3A4 and resid 220 and name CB ) 
assign segid 3A4 and resid 220 and name CB > 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
15 assign (segid 3A4 and resid 220 and name CB 
assign segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
20 assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (selid 3A4 and resid 220 and name CB 
assign (se^id 3A4 and resid 220 and name CB 
25 assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
30 assian (segid 3A4 and resid 220 and name CB ) 
assign segid 3A4 and resid 220 and name CB 
assign segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign segid 3A4 and resid 220 and name CB 
35 assign (segid 3A4 and resid 220 and name CB 
assign segid 3A4 and resid 220 and name CB 
assign segid 3A4 and resid 220 and name CB 
assign Uegxd 3A4 and resid 220 and name CB 
"sign (segid 3A4 and resid 220 and name CB 
40 assign (segid 3A4 and resid 220 and name CB 
assign segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
45 assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign selid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (secjid 3A4 and resid 220 and name CB 
50 assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB ) 
assign (seiid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
55 assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB 
60 assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB ) 
65 assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB 
70 assign (segid 3A4 and resid 220 and name CB ) 
/U assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB ) 
assign (segid 3A4 and resid 220 and name CB 
assign (segid 3A4 and resid 220 and name CB ) 
75 assign (segid 3A4 and resid 220 and name CB 
. ro«tri 220 and name N ) 



(segid 3A4 and resid 221 and name N ) 
(segid 3A4 and resid 221 and name 0 ) 
(segid 3A4 and resid 222 and name C 
(segid 3A4 and tesid 222 and name CA 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name N ) 
(segid 3A4 and resid 223 and name C ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 223 and name N ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 224 and name N ) 
(segid 3A4 and resid 225 and name CA ) 
{ segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA J 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB 
segid 3A4 and resid 243 and name CA 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA > 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA 



0.11 
0.11 
0.01 
0.06 
0.13 
0.06 
0.14 
0,08 
0.11 



isegia ci»u - — — 

(segid 3A4 and resid 245 and name CB ) 
(seaid 3A4 and resid 246 and name CA » 



assign isegia o«« «"«■» — - - 

assign (segid 3A4 and resid 220 and name N 
assign (segid 3A4 and resid 220 and name N 
assign (segid 3A4 and rosid 220 and name N 
assign (segid 3A4 and resid 220 and name N 
80 assign Lgid 3A4 and resid 220 and name N 
assign (segid 3A4 and resid 220 and name N 
assign slgid 3A4 and resid 220 and name N 
assign (segid 3A4 and resid 220 and name N 



(segia J ™ ail " * - - ~ — « - 

(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA I 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG > 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA > 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 384 and name CB > 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA i 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 403 and name CB j 
) (segid 3A4 and resid 220 and name C I 
) (segid 3A4 and resid 220 and name CA 
) (segid 3A4 and resid 220 and name CB 
) (segid 3A4 and resid 220 and name 0 
(segid 3A4 and resid 221 and name C 
(segid 3A4 and resid 221 and name CA 
segid 3A4 and resid 221 and name CB 
) (segid 3A4 and resid 221 and name N ) 



3.20 
6.22 
6.90 
6.89 
7.41 
5.71 
6.73 
6.35 
5.57 
5.94 
6.85 
6.29 
6.07 
9.52 
9.62 
11.28 
15-46 
16.62 
14.38 
15.36 
15.37 
16.78 
13.40 
13.69 
10.13 
10.12 
11.31 
12.72 
12.41 
13.51 
9.33 
8.65 
7.60 
7.66 
10.99 
11.25 
11.41 
8.38 
6.90 
6.53 
10.03 
10.34 
13.42 
13.30 
12.06 
14.15 
17.55 
17.99 
17.29 
17.24 
15.97 
19.11 
18.47 
19.16 
18.26 
18.80 
15.41 
15.78 
12.23 
11-24 
11.36 
14.92 
15.94 
14.40 
12.20 
10.77 
14.74 
15.17 
17.65 
18.17 
16.65 
15.51 
16.31 
15.37 
19.25 
2.49 
1.46 
2.45 
3.52 
4.83 
4.30 
5.07 
2.89 



0.11 
0.11 
0.07 
0.06 
0.12 
0.06 



07 
10 
11 
>10 
.14 
.18 
.10 
.82 
.82 
0.86 
0.92 
0.83 
0.80 
0.67 
0.64 
0.76 
0.80 
0.79 
0.80 
0.62 
0.68 
0.61 
0.67 
0.51 
0.61 
0.41 
0.39 
0.55 
0.32 
0.32 
0.36 
0.39 
0.38 
0.33 
0.64 
1.16 
0.44 
0.65 
0.71 
0.80 
0.45 
0.43 
0.44 
0.40 
0.43 
0.43 
0.44 
0.45 
0.44 
0.39 
0.35 
0.42 
0.44 
0-42 
0.53 
0.64 
0.62 
0.54 
0.50 
0.57 
0.54 
0.61 
0.62 
0.67 
0.72 
0.62 
0.02 
0.01 
0.02 
0.05 
0.03 
0.05 
0.07 
0.06 



13 
0.09 
0.11 
0.07 
0.10 
0.11 
0.10 
0.14 
0.17 
0.10 
0.82 
0.82 
0.87 
0.92 
0.82 
0.80 
0.67 
0.64 
0.76 
0.80 
0.79 
0.80 
0.62 
0.68 
0.61 
0.66 
0.50 
0.60 
0.40 
0.39 
0.56 
0.32 
0.32 
0.36 
0.39 
0.38 
0.33 
0.65 
1.16 
0.43 
0.65 
0.71 
0.80 
0.45 



43 
0.45 
0.41 
0.44 
0.42 
0.43 
0.45 
0.43 
0.40 
0.36 
0.42 
0.44 
0.42 
0.54 
0.64 
0.63 
0.54 
0.49 
0.57 
0.54 
0.61 
0.62 
0.67 
0.71 
0.61 
0.03 
0.01 
0.03 
0.04 
0.02 
0-05 
0.07 
0.07 
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assign (segid 3A4 and res id 220 and name N 
assign (segid 3A4 and resid 220 and name N 
assign (segid 3A4 and resid 220 and name M 
assign (segid 3A4 and res id 220 and name N 
assign (segid 3A4 and cesid 220 and name N 
assign (segid 3A4 and res id 220 and name N 
assign (segid 3A4 and resid 220 and name M 
assign (segid 3A4 and resid 220 and name N 
assign (segid 3A4 and resid 220 and name N 
assign (segid 3A4 and resid 220 and name N 
assign (segid 3 AO and resid 220 and name N 
assign (segid 3A4 and resid 220 and name N 
assign (segid 3A4 and resid 220 and name M 
assign (segid 3A4 and resid 220 and name N 
assign (segid 3A4 and resid 220 and name 0 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name 0 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name 0 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name 0 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name o 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 220 and name O 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
as sign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name c 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name C 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 



(segid 3A4 and resid 221 and name O 
(segid 3A4 and resid 222 and name C 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 222 and name N 
(segid 3A4 and resid 222 and name O 
(segid 3A4 and resid 223 and name C 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 223 and name N 
(segid 3A4 and resid 223 and name O 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 224 and name N 
(segid 3A4 and resid 220 and name CB 
(segid 3A4 and resid 221 and name C 
(segid 3A4 and zesid 221 and name CA 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 221 and name N 
(segid 3A4 and resid 221 and name O 
(segid 3A4 and resid 222 and name C 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 222 and name N 
(segid 3A4 and resid 222 and name O 
(segid 3A4 and resid 223 and name C 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 223 and name M 
(segid 3A4 and resid 223 and name O 
(segid 3A4 and resid 224 and name C 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 224 and name N 
(segid 3A4 and tesid 224 and name O 
(segid 3A4 and tesid 225 and name C 
(segid 3A4 and resid 22S and name CA 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 225 and name N 
(segid 3A4 and resid 226 and name N 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 221 and name O 
(segid 3A4 and resid 222 and name C 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and zesid 222 and name N 
(segid 3A4 and resid 222 and name O 
(segid 3A4 and resid 223 and name C 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 223 and name N 
(segid 3A4 and resid 223 and name O 
(segid 3A4 and resid 224 and name C 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 224 and name N 
(segid 3A4 and resid 224 and name O 
(segid 3A4 and resid 225 and name C 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and res id 225 and name N 
(segid 3A4 and resid 225 and name O 
(segid 3A4 and resid 226 and name CA 
(segid 3A4 and resid 226 and name M 
(segid 3A4 and resid 221 and name C 
(segid 3A4 and resid 221 and name CB 
(segid 3A4 and resid 221 and name O 
(segid 3A4 and resid 222 and name C 
(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 222 and name N 
(segid 3A4 and resid 222 and name O 
(segid 3A4 and resid 223 and name C 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 223 and name N 
(segid 3A4 and resid 223 and name O 
(segid 3A4 and resid 224 and name C 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 224 and name N 
(segid 3A4 and resid 224 and name O 
(segid 3A4 and resid 225 and name C 



5.85 

5.80 

5.54 

5.62 

4.52 

7.00 

6.53 

5.68 

5.08 

4.94 

7.71 

7.33 

7.14 

6.19 

3.29 

2.91 

2.75 

4.24 

2.24 

3.30 

4.01 

4.33 

5.29 

3.40 

4.95 

3.72 

3.63 

3.50 

3.18 

4.90 

4.99 

3.88 

3.67 

2.94 

6.11 

7.25 

6.32 

6.52 

5.00 

6.95 

2.53 

1.23 

3.00 

2.43 

3.73 

1.33 

3.85 

4.49 

4.42 

5.17 

3.24 

5.57 

4.81 

4.54 

4.42 

3.78 

6.00 

6.05 

4.92 

4.48 

4.07 

7.18 

7.25 

5.96 

1.53 

1.54 

2.38 

4.39 

3.82 

4.89 

2.45 

5.32 

5.43 

5.40 

5.81 

4.34 

6.56 

5.64 

5.11 

4.57 

4. 51 

6.80 

7.29 
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assign (segid 3A4 and resid 221 and name CA ) 
assign segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
5 assign (segid 3A4 and resid 221 and name CA ) 
assign segid 3A4 and resid 221 and name CA 
assign Uegid 3A4 and resid 221 and name CA 
assinn (segid 3A4 and resid 221 and name CA ) 
assign Isegid 3M and resid 221 and name CA 
10 assign (segid 3A4 and resid 221 and name CA ) 
Issign segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign se^id 3A4 and resid 221 and name CA 
15 assign segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assig^ segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
20 assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign se^id 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
25 assign segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign seg\d 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
30 SSiS segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
35 assign (segid 3A4 and resid 221 and name CA 
assign seg\d 3A4 and resid 221 and name CA 
assign segid 3A4 and resid 221 and name CA 
assign selid 3A4 and resid 221 and name CA 
Assign (selid 3A4 and resid 221 and name CA 
40 assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CA 
assign (segid 3A4 and resid 221 and name CB 
45 assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3JV4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB > 
assign (segid 3A4 and resid 221 and name CB 
50 assign (segid 3A4 and resid 221 and name CB 
assign seg\d 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
55 assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB 
60 assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB ) 
65 assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB ) 
70 assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB ) 
75 assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB ) 
assign (segid 3A4 and resid 221 and name CB 
80 assign (segid 3A4 and resid 221 and name CB > 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB ) 



(seqid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB 
(segid 3A4 and xesid 225 and name N > 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 226 and name N ) 
(segid 3A4 and lesid 240 and name CA 
segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 241 and name CA 
segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB > 
(segid 3A4 and resid 243 and name CA 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 246 and name CA 
(segid 3A4 and xesid 24 6 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
( segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
{segid 3A4 and resid 251 and name CB 
isegid 3A4 and resid 252 and name CA ) 
f segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA 
{ segid 3A4 and resid 255 and name CA 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 39*7 and name CA ) 
(segid 3A4 and resid 222 and name C J 
(segid 3A4 and resid 222 and name CA 



0.14 
0.19 
0.10 
0.19 
0.16 
0.68 
0.64 
0.74 
0.80 
0.63 
0.62 



(segid 3A4 and resid 222 and name CB 



isegiu m\h et»«v* 

(segid 3A4 and resid 222 and name H 
(segid 3A4 and resid 222 and name O ) 
(segid 3A4 and resid 223 and name C 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 223 and name N ) 
(segid 3A4 and resid 224 and name C ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 224 and name N ) 
(segid 3A4 and resid 225 and name CA > 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 225 and name N ) 
(segid 3A4 and resid 226 and name CA 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
segid 3A4 and resid 241 and name CB ) 
Isegid 3A4 and resid 242 and name CA ) 
(seqid 3A4 and resid 242 and name CB ) 
(seqid 3A4 and resid 243 and name CA ) 
segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 246 and name CA 
{segid 3A4 and resid 246 and name CB ) 
(seqid 3A4 and resid 247 and name CA ) 
segid 3A4 and resid 247 and name CB 
seaid 3A4 and resid 24 8 and name CA ) 
segid 3A4 and resid 248 and name CB 
segid 3A4 and resid 249 and name CA 
segid 3A4 and re*id 250 and name CA 
segid 3A4 and resid 250 and name CB 
segid 3A4 and resid 251 and name CA 
segid 3A4 and resid 251 and name CB > 



6.04 
5.69 
5.10 
8.63 
7.30 
12.72 
14.00 
11.09 
11.81 
12.79 
14.29 
11.70 
12.10 

I. 97 
7.38 
9.16 

10.31 
11.48 
12.60 
9.41 
8.69 
7.37 
6.64 
10.95 
12.41 
12.61 
10.55 
9.16 

II. 61 
11.35 
15.03 
15.80 
15.07 
16.73 
18.99 
15.93 
14.74 
15.44 
19.12 
18.81 
16.56 
15.11 
18.91 

5.44 
4.51 
5.42 
3.19 
6.32 
6.86 
6.80 
7.26 
5.61 
6.78 
6.45 
5.80 
5.96 
6.78 
6.16 
6.09 
9.61 
13.14 
14.39 
11.10 
11.68 
12.75 
14.26 
12.05 
12.62 
8.31 
7.67 
8.88 
9.92 
11.47 
12.69 
9.78 
9.27 
7.27 
6-32 
10-59 
12.46 
12.82 
10.71 
9.40 



0.13 
0.18 
0.09 
0.19 
0.17 
0.68 
0.64 
0.73 
0.81 
0.64 
0.62 
0.38 
0.38 
0.44 
0.54 
0.34 
0.36 
0.31 
0.32 
0.29 
0.27 
0.51 
0.53 
0.57 
0.60 
0.56 
0.77 



39 
38 
0.43 
0.54 
0.34 
0.35 
0.31 
0.31 
0.29 
0.27 
0.50 
0.54 
0.58 
0.61 
0.56 
0.77 
0.77 
0.95 
0.94 
0.81 
0.93 
1.44 
0.81 
0.41 
0.27 
0.26 
0.39 
0.41 
0.54 
0.61 
0.59 
0.50 
0.06 
0.07 
0.14 
0.09 
0.09 
0.06 
0.07 
0.09 
0.07 
0.04 
0.12 
0.21 
0.11 
0.13 
0.19 
0.10 
0.22 
0.72 
0.70 
0.80 
0.88 
0.76 
0.76 
0.50 
0.49 
0.53 
0.61 
0.45 
0.45 
0.44 
0.44 
0.39 
0.33 
0.59 
0.61 
0.72 
0.74 
0.65 
0.88 
0.84 



.76 
0.96 
0.93 
0.81 
0.94 
1.44 
0.81 
0.41 
0.28 
0.25 
O.40 
0.42 
0.54 
0.61 
0.59 
0.49 
0.06 
0.08 
0.13 
0.08 
0.08 
0.06 
0.06 
0.09 
0.06 
0.04 
0.12 
0.22 
0.10 
0.13 
0.19 
0.09 
0.21 
0.73 
0.70 
0.81 
0.89 
0.76 
0.75 
0.50 
0.49 
0.53 
0.62 
0.46 
0.45 
0.44 
0.44 
0.38 
0.32 
0.60 
0.61 
0.72 
0.73 
0.65 
0.88 
0.85 
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assign (segid 3A4 and cesid 221 and name CB 
assign I segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and res id 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
5 assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
10 assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name CB 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
15 assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
20 assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name H 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
25 assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
30 assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
assign (segid 3A4 and resid 221 and name N 
35 assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
40 assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
45 assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and cesid 221 and name O 
50 assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
55 assign (segid 3A4 and resid 221 and name 0 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
assign (segid 3A4 and resid 221 and name O 
60 assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
65 assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
70 assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
75 assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name C 
80 assign (segid 3A4 and resid 222 and name C 
assign (segid 3A4 and resid 222 and name CA 
assign (segid 3A4 and resid 222 and name CA 
assign (segid 3A4 and resid 222 and name CA 



(segid 3A4 end resid 252 and name CA ) 
(segid 3A4 and cesid 252 and name CB ) 
(segid 3A4 and res id 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 221 and name C > 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 221 and name O 
(segid 3A4 and resid 222 and name C 
(segid 3A4 and xesid 222 and name CA 
(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 222 and name N 
(segid 3A4 and res ad 222 and name O 
(segid 3A4 and resid 223 and name C 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 223 and name N 
(segid 3A4 and resid 223 and name O 
(segid 3A4 and resid 224 and name C 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 224 and name N 
(segid 3A4 and resid 224 and name O 



(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 225 and name N ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name C ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name N ) 
(segid 3A4 and resid 222 and name O ) 
(segid 3A4 and resid 223 and name C ) 
(segid 3A4 and resid 223 and name CA > 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 223 and name N ) 
(segid 3A4 and resid 223 and name O ) 
(segid 3A4 and resid 224 and name C ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 224 and name N ) 
(segid 3A4 and res id 224 and name O ) 
(segid 3A4 and resid 225 and name C ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 225 and name N ) 
(segid 3A4 and resid 225 and name O ) 
(segid 3A4 and resid 226 and name C ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 226 and name N ) 
(segid 3A4 and resid 244 and name CB ) 

) 
) 
) 



11. 27 
10.84 
14.74 
15.85 
15.08 
16.44 
16.85 
15.67 
16.14 
17.13 
15.66 
2.46 
1.46 
2.46 
3.46 
4.71 
4.25 
5.02 
2.85 
5.80 
5.57 
5.27 
5.31 
4. 28 
6.77 
6.41 
5.60 
5.12 
4.78 
7.59 
7.13 
6.88 
6.04 
7.04 
3.34 
2.93 
2.77 
4.27 
2.25 
3.43 
3.99 
4.29 
5.25 
3.35 
4.91 
3.70 
3.68 
3.66 
3.19 
4.86 



(segid 3A4 and resid 222 and name CB 

(segid 3A4 and resid 222 and name O 

(segid 3A4 and resid 223 and name C 

(segid 3A4 and resid 223 and name CA ) 



(segid 3A4 and resid 223 and name CB 

(segid 3A4 and resid 223 and name K ) 

(segid 3A4 and resid 223 and name O ) 

(segid 3A4 and resid 224 and name C ) 

(segid 3A4 and resid 224 and name CA ) 

(segid 3A4 and resid 224 and name CB ) 

(segid 3A4 and resid 224 and name N 

(segid 3A4 and resid 224 and name O 

(segid 3A4 and resid 225 and name C 



) 
) 
) 

(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 225 and name N ) 
(segid 3A4 and resid 225 and name O ) 
(segid 3A4 and resid 226 and name C ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and re&id 226 and name N ) 
(segid 3A4 and resid 226 and name O ) 
(segid 3A4 and resid 222 and name C ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name O ) 



4.93 
3.74 
3.46 
2.89 
6.04 
7.12 
6.34 
4.98 
6.65 
2.48 
1.24 
3.01 
2.44 
3.74 
1.33 
3-83 
4.52 
4. 48 
5.29 
3.30 
5.57 
4.95 
4.55 
4.31 
3.83 
6.15 
5.97 
5.17 
4.25 
6.85 
1.52 
1.54 
2.38 



1.09 

1.08 

0.95 

1.04 

1.54 

0.93 

0.29 

0.27 

0.40 

0.59 

0.57 

0.01 

0.01 

0.02 

0.04 

0.04 

0.04 

0.11 

0.04 

0.05 

0.O3 

0.02 

0.08 

0.02 

0.03 

0.07 

0.06 

0.12 

0.04 

0.07 

0.13 

0.17 

0.10 

0.37 

0.06 

0.07 

0.06 

0.04 

0.02 

0.07 

0.13 

0.14 

0.17 

0.14 

0.12 

0.07 

0.12 

0.21 

0.14 

0.06 

0.14 

0.13 

0.15 

0.10 

0.12 

0.22 

0.21 

0.20 

0.45 

0.01 

0.01 

0.03 

0.01 

0.03 

0.01 

0.09 

0.03 

0.05 

0.09 

0.06 

0.10 

0.06 

0.06 

0.11 

0.10 

0.06 

0.20 

0.22 

0.14 

0.31 

0.01 

0.03 

0.02 



1.09 
1.08 
0.95 
1.05 
1.54 
0.94 
0.28 
0.28 
0.41 
0.60 
0.57 
0.02 
O.OO 
0.03 
0.04 
0.03 
0.03 
0.12 
0.05 
0.06 
0.03 
0.03 
0.08 
0.02 
0.04 
0.07 
0.06 
0.12 
0.05 
0.08 
0.13 
0.17 
0.10 
37 
07 
07 
06 
04 



0.01 

0.06 

0.12 

0.15 

0.16 

0.13 

0.12 

0.07 

0.12 

0.21 

0-13 

0.07 

0.14 

0.13 

0.15 

0.10 

0.13 

0.22 

0.22 

0.20 

0.45 

0.01 

0.01 

0.04 

0.01 

0.03 

0-02 

0.10 

0.04 

0.05 

0.09 

0.06 

0.09 

0.06 

0.07 

0.12 

0.11 

0.06 

0.21 

0.21 

0.15 

0.32 

0.01 

0.02 

0.02 
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assign (segid 3A4 and resid 222 and natw CA ) 
assign (segld 3A4 and resid 222 and name CA ) 
assign <segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
5 assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and res id 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA > 
10 assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA J 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
15 assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign {segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA } 
20 assign (segid 3A4 and resid 222 and name CA } 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
25 assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3a 4 and resid 222 and name CA > 
assign (segid 3A4 and resid 222 and name CA ) 
30 assign (segid 3A4 and resid 222 and name CA > 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA > 
35 assign (segid 3a4 and resid 222 and name CA > 
assign (segid 3A4 and resid 222 and name CA > 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
40 assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
assign (segid 3A4 and resid 222 and name CA ) 
45 assign (segid 3A4 and resid 222 and name CA ) 



(segid 3A4 and resid 223 and name C ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 223 and name N ) 
(segid 3A4 and resid 223 and name 0 ) 
(segid 3A4 and resid 224 and name C ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 224 and name H 
(segid 3A4 and resid 224 and name 0 
(segid 3A4 and resid 225 and name C 



) 
) 
) 
) 

(segid 3A4 and resid 225 and name CA ) 

) 
) 
) 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
ass j gn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB > 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 
(segad 3A4 and tesid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB | 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 222 and name CB ) 



(segid 3A4 and resid 225 and name CB 
(segid 3A4 and resid 225 and name N 
(segid 3A4 and resid 225 and name 0 
(segid 3A4 and resid 226 and name C 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 226 and name N ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA J 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 248 and name CB J 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(aegid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 223 and name C > 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB } 
(segid 3A4 and resid 223 and name N > 
(segid 3A4 and resid 223 and name O ) 
(segid 3A4 and resid 224 and name C ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 224 and name N ) 
(segid 3A4 and resid 225 and name C ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 225 and name N ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 226 and name N ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB 1 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB > 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segtd 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segld 3A4 and resid 249 and name CA I 
(segid 3A4 and resid 250 and name CA ) 



4.40 
3.81 
4.89 
2.44 
5.29 
5.45 
5.47 
S.96 
4.39 
6.55 
5.70 
5.07 
4.40 
4.54 
6.86 
7.22 
6.22 
5.23 
13.52 
14-97 
12.27 
12.84 
14.80 
16.24 
13.85 
13.98 
10.22 
9.26 
12.02 
13.02 
14.62 
15.60 
12.61 
11.67 
11.01 
10.22 
14.62 
16.04 
16.12 
14.12 
12.67 
15.29 
15.04 
18.32 
17.18 
17.99 
18.61 
17.25 
5.39 
4.45 
5.34 
3.14 
6.24 
6.86 
6.82 
7.38 
5.61 
6.86 
6.42 
5.66 
5.97 
7.00 
6.23 
14.97 
16.43 
13.70 
14.20 
16.26 
17.71 
15.35 
15.49 
11.72 
10.76 
13.39 
14.38 
16.01 
17.03 
13.94 
13.02 
12.16 
11.37 
15.73 
17.14 



0.04 
0.01 
0.05 
0.02 
0.09 
0.05 
0.07 
0.12 
0.07 
0.07 
0.11 
0.04 
0.06 
0.08 
0.11 
0.25 
0.26 
0.21 
0.51 
0.48 
0.63 
0.69 
0.57 
0.56 
0.40 
0.39 
0.42 
0.49 
0.43 
0.44 
0.46 
0.42 
0.43 
0.40 
0.60 
0.67 
0.66 
0.62 
0.60 
0.69 
0.68 
0.89 
0.91 
0.39 
0.36 
0.43 
0.73 
0.67 
0,04 
0.06 
0.10 
0.07 
0.09 
0.05 
0.04 
0.08 
0.03 
0.15 
0.08 
0.08 
0.10 
0.29 
0.22 
0.52 
0.49 
0.64 
0.70 
0.57 
0. 
0 
0 
0 
0 
0 
0 
0 
0 



0.03 
0.02 
0.05 
0.02 
0.10 
0.05 
0.06 
0.13 
0.07 
0.07 
0.11 
0.04 
0.06 
0.08 
0.11 
0.25 
0.27 
0.20 
0.52 
0.48 
0.63 
0.69 
0.56 
0.56 
0.39 
0.38 
0.43 
0.49 
0.43 
0.44 
0.47 
0.42 
0.44 
0.40 
0.60 
0.67 
0.67 
0.62 
0.59 
0.69 
0.68 
0.88 
0.91 
0.39 
0.35 
0.44 
0.72 
0.68 
0.05 
0.06 
0.11 
0 
0 
0 
0 
0 
0 



07 
10 
04 
04 
08 
04 
0.15 
0.08 
0.08 
0.10 



57 
37 
31 
40 
17 
39 
42 
40 
37 
0.34 
0.33 
0.51 
0.58 
0.60 
0.52 



0.30 
0.22 
0.53 
0.49 
0.63 
0.71 
0.58 
0.57 
0.38 
0.37 
0.40 
0.47 
0.39 
0.41 
0.40 
0.36 
0.34 
0.32 
0.50 
0.59 
0.60 
0.52 
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assign (segid 3A4 and resid 222 and name CB ) (segid 3A4 and resid 250 and name CB > 17.28 0.51 0.51 
assign (segid 3A4 and tesid 222 and name CB ) (segid 3A4 and tesid 251 and name CA ) 15.01 0.59 0.59 
assign (segid 3A4 and tesid 222 and name CB ) (segid 3A4 and resid 251 and name CB ) 13.54 0-58 0.58 
• assign (segid 3A4 and resid 222 and name CB ) (segid 3A4 and resid 252 and name CA ) 16.03 0.84 0-83 
5 assign (segid 3A4 and resid 222 and name CB ) (segid 3A4 and resid 252 and name CB ) 15.80 0.87 0.87 
assign (segid 3A4 and resid 222 and name CB ) (segid 3A4 and resid 392 and name CA ) 19.01 0.40 0.40 
assign (segid 3A4 and resid 222 and name CB ) (segid 3A4 and resid 392 and name CB ) 17.94 0.34 0.33 
assign (segid 3A4 and resid 222 and name CB ) (segid 3A4 and resid 393 and name CA ) 18.47 0.43 0.43 
assign (segid 3A4 and resid 222 and name CB ) (segid 3A4 and resid 396 and name CA ) 18.67 0.74 0.75 
10 assign (segid 3A4 and resid 222 and name CB > (segid 3A4 and resid 396 and name CB ) 17.37 0.69 0.70 
assign (segid 3A4 and resid 222 and name H ) (segid 3A4 and resid 222 and name C ) 2.44 0.03 0.03 
assign (segid 3A4 and resid 222 and name M ) (segid 3A4 and resid 222 and name CA) 1.46 0.01 0.01 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 222 and name CB) 2.47 0.04 0.04 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 222 and name O ) 3.49 0.04 0.03 
15 assign (segid 3A4 and resid 222 and name M ) (segid 3A4 and resid 223 and name C ) 4.67 0.04 0.04 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 223 and name CA ) 4.19 0.03 0.03 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 223 and name CB ) 4.96 0.06 0.06 
assign (begid 3A4 and tesid 222 and name N ) (segid 3A4 and resid 223 and name N ) 2.79 0.03 0.03 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 223 and name O ) 5.75 0.0B 0.07 
20 assign (segid 3A4 and resid 222 and namo N ) (segid 3A4 and resid 224 and name C ) 5.57 0.04 0.04 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 224 and name CA ) 5.33 0.05 0.04 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 224 and name CB) 5.47 0.11 0.11 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 224 and name N ) 4.30 0.06 0.07 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 224 and name O ) 6.75 0.03 0.04 
25 assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 225 and name C ) 6.42 0.12 0.11 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 225 and name CA ) 5.50 0.08 0.09 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 225 and name CB ) 4.91 0.13 0.13 
assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 225 and name N ) 4.76 0.06 0.07 
assign (segid 3A4 and resid 222 and name N > (segid 3A4 and resid 225 and name O ) 7.59 0.10 0.10 
30 assign (segid 3A4 and resid 222 and name N ) (segid 3A4 and resid 226 and name CA ) 7.27 0.24 0.23 
assign (segxd 3A4 and resid 222 and name N ) (segid 3A4 and resid 226 and name N ) 6.12 0.19 0.19 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resid 222 and name CB ) 3.25 0.06 0.05 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resid 223 and name C ) 3.00 0.04 0.05 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resid 223 and name CA ) 2.80 0.02 0.02 
35 assign (segxd 3A4 and resid 222 and name O ) (segid 3A4 and resid 223 and name CB > 4.30 0.03 0.03 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and tesid 223 and name N ) 2.27 0.02 0.01 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resid 223 and name O ) 3.45 0.13 0.13 
assign (segid 3A4 and resld 222 and name O ) (segid 3A4 and resid 224 and name C ) 4.13 0.06 0.07 
assign (segid 3A4 and resid 222 and name 0 ) (segid 3A4 and resid 224 and name CA ) 4.43 0.09 0.10 
40 assign (segid 3A4 and resid 222 and name 0 ) (segid 3A4 and resid 224 and name CB ) 5.46 0.10 0.11 
assign (segid 3A4 and resld 222 and name O ) (segid 3A4 and resid 224 and name N ) 3.49 0.08 0.08 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resid 224 and name O ) 5.00 0.08 0.08 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resid 22S and name C ) 3.96 0.09 0.09 
assign (segxd 3A4 and resid 222 and name 0 ) (segid 3A4 and res id 225 and name CA) 3.85 0.16 0.16 
45 assign (segxd 3A4 and resid 222 and name 0 ) (segid 3A4 and resid 225 and name CB) 3.71 0.20 0.21 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resid 225 and name N ) 3.39 0.21 0.20 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resid 225 and name O ) 5.12 0.10 0.09 
assign (segid 3A4 and resxd 222 and name 0 ) (segid 3A4 and resid 226 and name C ) 4.88 0.24 0.24 
assign (segid 3A4 and resid 222 and name O ) (segid 3A4 and resxd 226 and name CA) 3.97 0.23 0.23 
50 assign (segid 3A4 and resid 222 and name 0 ) (segid 3A4 and resid 226 and name 2J ) 3.14 0.15 0.15 
assign (segid 3A4 and resid 222 and name 0 ) (segid 3A4 and resid 226 and name O ) 5.76 0.32 0.33 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 223 and name CB ) 2.4 9 0.02 0.02 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 223 and name 0 ) 1.23 0.00 0.00 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 224 and name C ) 3.05 0.05 0.06 
55 assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 224 and name CA ) 2.43 0.01 0.02 
assign (segid 3A4 and resid 223 and name C ) (segxd 3A4 and resid 224 and name CB ) 3.70 0.02 0.03 
assign (segid 3A4 and resid 223 and name C J (segid 3A4 and resid 224 and name N ) 1.33 0.01 0.00 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 224 and name O ) 3.88 0.17 0.17 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 225 and name C ) 4.75 0.09 0.10 
60 assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 225 and name CA ) 4.57 0.09 0.09 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 225 and name CB ) 5.28 0.13 0.13 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 225 and name H ) 3.36 0.11 0.10 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 225 and name O ) 5. 85 0.12 0.12 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 226 and name C ) 4.84 0.08 0.07 
65 assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 226 and name CA ) 4.81 0.07 0.08 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 226 and name N ) 4.04 0.08 0.08 
assign (segid 3A4 and resid 223 and name C ) (segid 3A4 and resid 226 and name 0 ) 5.69 0.35 0.35 
assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resid 223 and name C ) 1.52 0.01 0.01 
assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resid 223 and name CB ) 1.54 0.02 0.01 
70 assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resid 223 and name O ) 2.38 0.02 0.01 
assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resxd 224 and name C ) 4.43 0.05 0.06 
assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resxd 224 and name CA ) 3.81 0.01 0.01 
aasxgn (segxd 3A4 and resxd 223 and name CA J (segid 3A4 and resxd 224 and name CB ) 4.87 0.02 0.03 
assign (segxd 3A4 and resxd 223 and name CA ) (segxd 3A4 and resxd 224 and name N ) 2.44 0.03 0.03 
75 assign (segxd 3A4 and resid 223 and name CA ) (segid 3A4 and resid 224 and name O ) 5.33 0.17 0.17 
assxgn (segxd 3A4 and resld 223 and name CA ) (segid 3A4 and resxd 225 and name C J 5.71 0.09 0.08 
assign (segxd 3A4 and resid 223 and name CA ) (segid 3A4 and resxd 225 and name CA ) 5.55 0.10 0.10 
assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resxd 225 arid name CB ) 5.92 0.14 0.15 
assign (segid 3A4 and resxd 223 and name CA ) (segxd 3A4 and resid 225 and name N ) 4.45 0.11 0.10 
80 assign Uegxd 3A4 and resid 223 and name CA J (segid 3A4 and res ad 225 and name 0 ) 6.85 0.08 0.08 
assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resid 226 and name C ) 5.64 0.08 0.09 
assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resid 226 and name CA) 5.45 0.08 0.09 
assign (segid 3A4 and resid 223 and name CA ) (segid 3A4 and resid 226 and name K ) 4.82 0.08 0.08 
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) 6.38 0.35 0.34 
0.48 
0.43 



10 



a,s,gn (segid 3A4 and resid 223 a „d eeme CA , (segid 3A4 and ieai- 226 and name , £38 ..33 

assign (segid 3A4 and resid 223 and name CA segid 3A4 ana res ^ ^ ?3 ft 4< 3 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and re ^ „ QS „ „ o.S3 

sSsSSsSEi SHS~is!i!S=li;il sis | 

assign (segid 3A4 and resid 223 and name CA segid 3A4 ana an{j ^ u _ 4i 0.32 0.33 

assign (segid 3A4 and resid 223 and name CA segid W ana name ^ } ^ 25 o.32 0.33 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and r ^ ^ ( lQ 27 ffl 35 

assign (segid 3A4 and resid 223 and name CA segid 3A, ana nBme cB } g w g.42 0.43 

assign (segid 3A4 and resid 223 and name CA segid 3A4 ana res ^ QM , 

assign (segid 3A4 and resid 223 and name CA segid 3A4 ana res cb ( ^ u g.33 0.33 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and res ^ } ^ ?2 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and 



40 

assign isegid 3A4 and resid 223 and name c* , jsegia ,«h «« ™ ~j ~ — ^ j ^ „ „ 38 ^39 
15 assign (segid 3A4 and resid 223 and name CA segid 3A4 ana res ^ ^ u Q( . Q <fi 0.46 

assign (segid 3A4 and resid 223 and name CA segid 3A4 ana re ^ w ^ Q <6 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and res ^ ^ ^ ^ 41 0 5Q 

=5s a s: S SSS S = | 3 - ~* «• - = - ! S:S 0 o: 5 5 8 o S: 

20 assign » 3A4 S SS5 223 =2 2= | d | =5 -id 250 and name CA , 15.74 . M 0.55 

=5 BS S5 and rea£ I a£ = | | S '« - = S > g- fcg S'.S 

assign (segid 3A4 and resid 223 and name CA segid 3A4 ana resi ^ ^ JJ>7< 0.67 0.68 

25 assign (segid 3A4 and resid 223 and name CA segid 3A* ana ^ ^ } ^ ^ „ 

assign (segid 3A4 and resid 223 and name CA > segia ja« ana ^ Q 5J) 0 56 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and resid 392 a ^ ^ M ^ 0.53 0.54 

assign (segid 3A4 and resid 223 and name CA ) segia jm ana r 0.57 0.56 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and resid 393 ana ^ Q/J5 

30 assign (se|id 3A4 and resid 223 and name CA segid 3A4 and resid 395 ana q ^ Q 7g 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and resid 396 and J ^ ^ q ^ 

assign (segid 3A4 and resid 223 and name CA segid 3A4 and res ^ c 5 44 0.06 0.06 

assign (segid 3A4 and resid 223 and name CB ) segid 3A4 and res ^ 4 <fi Q Q6 

assign (segid 3A4 and resid 223 and name CB (segid 3A4 ana res 0.09 0-08 

35 assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 224 and name 0.08 

assign segid 3A4 and resid 223 and name CB segid 3A4 and resid 224 and nam^ 0.16 

"si^n (selid 3A4 and resid 223 and name CB segid 3A4 and resid 224 and name ? ^ ^ Q 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and res name ^ fi ^ Q Q , 0.09 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and res name CB ) 7.33 0.15 0.14 

40 assign (segid 3A4 and resid 223 and nan« CB segid 3A4 and rasi ? 6g Q og 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and re 8nd nBme c ) 6.82 0.09 0.09 

assign (segid 3A4 and resid 223 and name CB ) segia jaa ana re 0.08 0.08 

assign segid 3A4 and resid 223 and name CB segid 3A4 and resid 226 and name ^ Q Q9 

assiln (segid 3A4 and resid 223 and name CB segid 3A4 and resid 226 and na^ ^ o 3B 

45 assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 226 and narn^ ^ ^ ^ q _ m 

assign (segid 3A4 and resid 223 and name CB > segid 3A4 ana resi 55 fl 4(J 0.48 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 240 and w 0 S3 0>53 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and lesid 241 and ^ ^ ^ ^ q ^ 

assign (segid 3A4 and resid 223 and name CB ) segid 3A4 ana re 0.44 0.45 

50 assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 242 and ^ » ^ ^ ^ Q 

assign (segid 3A4 and resid 223 and name CB ) segid 3A4 ana e 1 0.35 0.34 

assign laegid 3A4 and resid 223 and name CB segid 3A4 and resid 243 ana ^ Q 3< 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid Z4J ana q ^ 0.35 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 244 and name q <(j q ^ 

55 assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid a 0.33 0.33 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 245 and nam ^ ^ q ^ q.33 

assign (segid 3A4 and resid 223 and name CB segid |A4 and resid 245 a^ ^ ^ ^ q 39 q.39 

assign (segid 3A4 and resid 223 and name CB ) segid 3A4 ana resia 3 Q <2 „ 43 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 246 11-92 0 . 46 0 . 46 

60 assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 247 and ^ , ^ ^ 

assign (segid 3A4 and resid 223 and name CB ) (segid »« ana resia 0.42 0.42 

assign segid 3A4 and resid 223 and name CB segid 3A4 and resid 248 and na^ q <g q 5Q 

assign (segid 3A4 and reaid 223 and name CB segid 3M and resid 248 and name q ^ ^ 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 249 ana 15 31 0>52 0 . 53 

65 assiln (segid 3A4 and resid 223 and name CB segid 3A4 and resid 250 ana name ^ ^ q ^ p g-j 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 250 and nam ^ ^ Q 5Q o.SO 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 251 ana ^ sg q jj 0 .52 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 251 ana 0.57 0.57 

assign segid 3A4 and resid 223 and name CB segid 3A4 and resid 252 and 0.59 0.59 

70 assign (segid 3A4 and issid 223 and name CB segid 3A4 and resid 252 and ^ ^ } ^ ^ 

assign (segid 3A4 and resid 223 and name CB segid 3A4 ana res ig 1Q Q „ o.72 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and te?id 2S4 an CA I 17.21 1.10 1.10 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and reaid 255 a^ ^ ^ > 

assign (segid 3A4 and resid 223 and name CB segia jas ana res ^ M 7? 0,53 0 . 63 

75 assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 392 cfl } u 7Q Q 6Q 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resia « M gl Q ^ 0. 61 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 393 a ^ ^ Q ^ q.67 

assign (segid 3A4 and resid 223 and name CB segid 3A4 and resid 394 a cb ^ ? Q fig Q fi8 

as^.gn (segid 3A4 and resid 223 and name CB segid 3A4 and resid 394 CA , 1715 0 . 76 0 .77 

80 v.vz set a: s ""5 s a = 1 S s S is n: s = s s ;: s 
sas ;sss s: sa s s = s ! :sa s; a sa - — « , ...» 
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assign 
assign 
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5 assign 
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10 assign 
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15 assign 
assign 
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(segid 3A4 and resid 226 and name CA ) 
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(segid 3A4 and resid 240 and name M ) 
(segid 3A4 and resid 24 4 and name CB ) 
(segid 3A4 and resid. 225 and name CB ) 
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S5£ « £ S3 resxd S and = S £S 2 and ~* 225 and name • , 

■* . . ■ iic am<4 nana I 



assign {segid 3A4 and resxd 225 and name C 
assign (segid 3A4 and resxd 225 and name C 
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assign (segid 3A4 and resid 225 and name CA 
assign (segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resxd 225 and name CA ) 
(segid 3A4 and resxd 225 and name CA ) 
(segxd 3A4 and resxd 225 and name CA ) 
(segid 3A4 and resxd 225 and name CA ) 



assxgn 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assign 
assign 



(segid 3A4 and resid 226 and name c l 
(segid 3A4 and resid 226 and name CA 
(segid 3A4 and resxd 226 and name N I 
(segid 3A4 and resid 226 and name O ) 
(segxd 3A4 and resxd 240 and name CA ) 
(segxd 3A4 and resxd 240 and name CB 
(segid 3A4 and resxd 241 and name CA 
(segid 3A4 and resxd 241 and name CB 1 
(segxd 3A4 and resxd 242 and name CA ) 
(segxd 3A4 and resxd 242 and name CB ) 
(segxd 3A4 and resxd 243 and name CA ) 



25 



30 



35 



(segid 3A4 and resxd 225 and name CA segxu «~ -~- ^ ^ ^ , 

(segxd 3A4 and resxd 225 and name CA segid 3A4 a a nBBe CA ) 

(segid 3A4 and resid 225 and name CA ) segid J« ana ^ 

assign (,egid 3A4 and resid 225 and name CA segid 3A4 and resid 24 ^ ^ j 

assign (segid 3A4 and resid 225 and name CA segid 3A4 ana r ^ ^ ^ ^ , 

3 (segxd 3A4 and resid 225 and name CA ) 
(segxd 3A4 and resxd 225 and name CA 
(segxd 3A4 and resid 225 and name CA ) 
(segxd 3A4 and resxd 225 and name CA J 
(segid 3A4 and resxd 225 and name CA 
(segxd 3A4 and resxd 225 and name CA ) 



assign 
assxgn 
assxgn 
assxgn 
assxgn 
a*»3xgn 
assign 
assxgn 
assign 
assxgn 
assxgn 



(segid 3A4 and resxd 225 and name eft segxu ^» ™~ ----- ^ 

(segxd 3A4 and resxd 225 and name CA segxd 3A4 and resxd || 

(segxd 3A4 and resid 225 and name CA segxd 3M and resxo « 

isegxd 3A4 and reaid 225 and name CA segxd 3A and resxd 252 and ^ ^ 



(segxd 3A4 and resxd 225 and name CA ) 
assxgn (segxd 3A4 and resid 225 and name CA ) 
assign (segxd 3A4 and resid 225 and name CA 
40 assxgn (segxd 3A4 and resxd 225 and name CB ) 
assxgn (segxd 3A4 and resxd 225 and name CB 
assxgn (segid 3A4 and resid 225 and name CB 
assign (segid 3A4 and resid 225 and name CB 
assxgn (segid 3A4 and resid 225 and name CB ) 



45 



50 



assxgn (segid 3A4 and resid 225 and name ^ *«y*« ^ — ^ ) 

assxln (segxd 3A4 and resxd 225 and name CB segid 3A4 and resid ^ ^ | 

assign (segxd 3A4 and resxd 225 and name CB segid 3Aa ana cQ 

assxgn (seg\d 3A4 and resxd 225 and name CB segid 3A4 and resxd 24^ ^ ^ } 

assxgn (segid 3A4 and resxd 225 and name CB segid 3A4 and ^ ^ cb ) 

assign (segid 3A4 and resid 225 and name CB segxd 3A4 ana ^ ^ ^ ) 

assign (segid 3A4 and resid 225 and name CB segxd 3A4 ana ^ ^ cb ) 

assign (segxd 3A4 and resxd 225 and name CB segxd 3M a ^ ^ ^ } 

assign (segxd 3A4 and resxd 225 and name CB segxd 3A4 ana res 

assign (segxd 3A4 and resxd 225 and name CB segxd 3A4 and resid ^ ^ ^ > 

55 =» Isegxd St Tnd S=S =2 = S K 3M and resxd ,« and name CB , 

S£S ffl SS a- resid S =3 S= S ! !=£S SS and resxd 246 and name CB 

assxgn (segxd 3A4 and resxd 225 and name CB ) 

assxgn (segxd 3A4 and resxd 225 and name CB ) 
60 assxgn (segxd 3A4 and resxd 225 and name CB ) 

° assign (segxd 3A4 and resxd 225 and name CB i = « ~ — and nane ^ , 

assign (segxd 3A4 and resxd 225 and name CB segid 3A4 ana ^ ^ nsme ^ , 

assign (segxd 3A4 and resxd 225 and name CB segid Qn<j ^ ^ ^ 

assign (segxd 3A4 and resxd 225 and name CB segid 3M ^ ^ } 

65 assxgn (segxd 3A4 and resxd 22S and name CB segid w ana cb 
assign (segxd 3A4 and resid 225 and name CB segid 3A4 and res naraQ ^ 

assxgn (segxd 3A4 and resxd 225 and name CB > (segid 3A4 ana resx^ ^ ^ nBfnA rB i 



1.24 
3.28 
2.42 
1.32 
4.36 
1.52 

I. 53 
2.40 
4.59 
3.78 
2.41 
5.71 
8.84 

10.33 
8.23 
8.92 

II. 18 
12.48 
10.31 
10.19 

7.26 
6.04 
9.99 
10.80 
12.58 
13.19 
11.21 
10.11 
10.85 
10.10 
14.30 
15.68 
15.44 
14.85 
13-56 
16.54 
16.19 
18.92 
17.56 
5.56 
4.43 
3.12 
6.63 
9.72 
11.20 
8.58 
9.07 
11.63 
12.98 
11.16 
11.20 
7.91 
6.60 
10.15 
10.86 
13.06 

Isegxd M and r^Id 246 and name CB ) 13.79 
(seqxd 3A4 and resxd 247 and name CA ) 11.86 
(segid 3A4 and resxd 247 and name CB ) 
(segxd 3A4 and resxd 248 and name CA ) 
segxd 3A4 and tesxd 248 and name CB 10.11 

• -J . , o /! O nana ril \ 14.42 

16.10 
15.98 
15.16 



t&egxa jhi emu • — - — 

(segxd 3A4 and resxd 247 and name CB ) 
(segid 3A4 and resxd 248 and name CA ) 
(segid 3A4 and resxd 248 and name CB 
(segxd 3A4 and resxd 249 and name CA 
(segxd 3A4 and resxd 250 and name CA ) 
(segxd 3A4 and xesid 2S0 and name CB ) 



isegia j/*h auu j.^.^— - — 

(segxd 3A4 and resid 252 and name CB 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resxd 226 and name C ) 
(segid 3A4 and resxd 226 and name CA ) 
(segxd 3A4 and resid 226 and name N ) 
(segid 3A4 and resid 226 and name 0 ) 
(segid 3A4 and resid 240 and name CA ) 



10.88 
11.03 



70 



75 



assign 
assxgn 
assign 
assxgn 
assxgn 



80 



1 5tjyx*-i ^ — — — — — 

(segxd 3A4 and resxd 225 and name CB 
(segxd 3A4 and resxd 225 and name CB 
(segxd 3A4 and resxd 225 and name N 
(segid 3A4 and resid 225 and name N 
assiqn (segid 3A4 and resxd 225 and name N 
assign (segxd 3A4 and resxd 225 and name N 
assign (segxd 3A4 and resxd 225 and name H 
assxgn (segxd 3A4 and resxd 225 and name N 
assign (segxd 3A4 and resxd 225 and name jj 
assign (segxd 3A4 and resxd 225 and name N 
assxgn (segxd 3A4 and resid 225 and name N 
assign (segid 3A4 and resxd 225 and name N 
assxgn (segid 3A4 and resid 225 and name 0 
assign (segxd 3A4 and resid 225 and name 0 
assign (segid 3A4 and resid 225 and name O 
assign (segid 3A4 and resid 225 and name 0 



) segid 3A4 and resxd 252 and name CB 
segid 3A4 and resxd 392 and name CB 
segxd 3A4 and resid 225 and name C 
seoid 3A4 and resxd 225 and name CA 
segid 3A4 and resid 225 and name CB 
segid 3A4 and resxd 225 and name O ) 
segxd 3A4 and resid 226 and name C 
segxd 3A4 and resxd 226 and name CA 
segxd 3A4 and resxd 226 and name N 
segxd 3A1 and resxd 226 and name O ) 
seqxd 3A4 and resxd 24 4 and name CA ) 
segid 3A4 and resxd 244 and name CB ) 
segxd 3A4 and resad 225 and name CB ) 
seaxd 3A4 and issxd 226 and name C ) 
seqxd 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 226 and name N ) 



0.01 
0.11 
0.02 
0.01 
0.17 
0.01 
0.01 
0.02 
0.09 
0.02 
0.02 
0.14 
0.52 
0.50 
0.62 
0.61 
0.67 
0.67 
0.74 
0.71 
0.87 
0.90 
0.89 
0.85 
0.94 
0.86 
0.96 
0.88 
1.09 
1.13 
1.08 
1.02 
0.98 
1.08 
1.09 
1.18 
1.22 
0.57 
0.61 
0.14 
0.11 
0.12 
0.19 
0.59 
0-59 
0.75 
0.75 
0.79 
0.80 
0.80 
0.76 
0.88 
0.91 
0.95 
0.93 
0.98 
0.90 
0.94 
0.84 
1.11 
1.17 
1.13 
1.04 
0.98 
1.08 
1.09 
1.23 
1.27 
0.53 
0.02 
0.01 
0.02 
0.07 
0.08 
0.06 
0.06 
0.14 
0.64 
0.65 
0.09 
0.19 
0.05 
0.02 



13.87 
16.53 
16.08 
18.41 
2.47 
1.46 
2.46 
3.51 
4.74 
4.20 
2.80 
5.88 
6.96 
5.94 
3.26 
3.44 
2.7? 
2.25 



0.01 
0.10 
0.02 
0.01 
0.16 
0.01 
0.01 
0.02 
0.08 
0.03 
0.02 
0.14 
0.52 
0.51 
0.62 
0.60 
0.67 
0.67 
0.75 
0.72 
0.87 
0.90 
0.89 
0.86 
0.94 
0.85 
0.96 
0.88 
1.10 
1.12 
1.08 
1.02 
0.97 
1.07 
1.10 
1.17 
1.21 
0.58 
0.60 
0.14 
0.11 
0.13 
0.18 
0.60 
0.59 
0.76 
0.74 
0.80 
0.79 
0.79 
0.75 
0.89 
0.92 
0.96 
0.94 
0.98 
0.89 
0.94 
0.83 
1.10 
1.16 
1.14 
1.05 
0.99 
1.09 
1.09 
1.22 
1.27 
0.52 
0.02 
0.01 
0.02 
0.08 
0.09 
0.06 
0.06 
0.15 
0.63 
0.65 
0.09 
0.20 
0.04 
0.03 



247 



15 



30 



35 



40 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



65 



70 



75 



80 



(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and lesid 225 and name O ) 
and resid 226 and name C ) 
and tesid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA > 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA J 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid ?26 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA ) 
and resid 226 and name CA > 
and resid 226 and name CA ) 
and resid 226 and name CA ) 



(segid 3A4 and resid 226 and name O ) 
(segid 3A4 and resid 226 and name O ) 
(segid 3A4 and resid 226 and name C ) 
(segid 3A4 and resid 226 and name O > 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 



and resid 226 and name N 
and resid 226 and name N 
and resid 226 and narae^N 
and resid 22 and name'C 
and resid 22 and name C 
and resid 22 and name C 
and resid 22 and name C 
and resid 22 and name C 
and resid 22 and name C 
and resid 22 and name C 
and resid 22 and name C 
and resid 22 and name C 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
«and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name C 
and resid 22 and name C 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA J 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and xesid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and re3id 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA > 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 
and resid 22 and name CA ) 



\»t:Ljj.u oi'u — - — 

(segid 3A4 and resid 245 and name CB . 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 24 9 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 226 and name C 5 



c 

C 
C 
C 
C 
C 
C 
C 
C 



iseyiu «w oi«-i — — ' 

(segid 3A4 and resid 226 and name CA ) 



V a^y^u vni - »» 

(segid 3A4 and resid 226 and name O 
(segid 3A4 and resid 22 and name O 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



23 and name C ) 
23 and name CA ) 
23 and name CB ) 
23 and name N ) 

23 and name O ) 

24 and name C ) 
24 and name CA ) 
24 and name CB ) 
24 and name N } 

24 and name O ) 

25 and name N ) 
29 and name C ) 
29 and name CA ) 

29 and name O ) 

30 and name C ) 



30 and name CA ) 



30 and name N 

30 and name O ) 

31 and name C ) 
31 and name CA ) 
31 and name CB ) 
31 and name N ) 

31 and name O } 

32 and name C ) 
32 and name CA ) 
32 and name CB ) 
32 and name N 
32 and name O 
22 and name C 

22 and name 0 

23 and name C 
23 and name CA > 
23 and name CB ) 
23 and name N ) 

23 and name O ) 

24 and name CA ) 
24 and name CB ) 

24 and name N ) 

25 and name CA ) 

26 and name CA ) 
29 and name C ) 
29 and name CA ) 

29 and name O ) 

30 and name C ) 
30 and name CA ) 
30 and name N ) 

30 and name 0 ) 

31 and name C ) 
31 and name CA ) 
31 and name CB ) 
31 and name N ) 
31 and name O ) 



\ aeyiu jnt o»w — - - — 

(segid 3A4 and resid 322 and name CA ) 



4.36 
1.24 
1.52 
2.38 
10.85 
12.34 
11.17 
11.81 
14.28 
15.43 
13.10 
12.63 
10.50 
9.40 
13.58 
14.41 
15.88 
16.35 
14.16 
12.88 
14.12 
13.52 
17.70 
17.56 
16.20 
18.86 
2.48 
1.46 
3.57 
1.23 
3.47 
2.44 
3.49 
1.33 
3.79 
6.80 
5.70 
6.25 
4.49 
7.29 
7.43. 
6.37 
6.43 
7.44 
4.71 
5.74 
5.37 
3.58 
5.74 
5.11 
6.15 
5.37 
6.75 
7.36 
6.51 
6.15 
5. SO 
7.04 
1.52 
2.40 
4.62 
3.80 
4.73 
2.42 
4.60 
6.60 
7.32 
5.73 
9.76 
12.80 
6.37 
6.63 
7.29 
4.34 
5.54 
5.38 
3.38 
5.09 
4.24 
5.01 
4.71 
6.20 
13.72 



0.29 
0.02 
0.01 
0.02 
0.81 
0.79 
0.76 
0.69 
0.79 
0.83 
0.90 
0.92 
0.90 
0.95 
0.88 
0.89 
0.92 
0.87 
0.91 
0.86 
0.95 
0.99 
0.95 
0.90 
0.92 
0.62 
0.02 
0.02 
0.06 
0.00 
0.06 
0.02 
0.08 
0.01 
0.10 
0.12 
0.17 
0.34 
0.14 
0.27 
0.36 
0.11 
0.17 
0.12 
0.08 
0.07 
0.08 
0.08 
0.13 
0.18 
0.29 
0.13 
0.14 
0.28 
0.28 
0.36 
0.25 
0.33 
0.01 
0.02 
0.08 
0.02 
0.07 
0.03 
0.12 
0.20 
0.44 
0.15 
0.32 
0.77 
0.19 
0.22 
0.20 
0.13 
0.13 
0.16 
0.12 
0.23 
0.24 
0.31 
0.20 
0.25 
0.13 



0.28 
O.Ol 
0.00 
0.03 
0.81 
0.78 
0.76 
0.69 
0.79 
0.84 
0.90 
0.92 
0.90 
0.94 
0.88 
0.89 
0.93 
0.87 
0.91 
0.85 
0.95 
0.99 
0.96 
0.90 
0.91 
0.62 
0.02 
0.01 
0.06 
0.01 
0.07 
0.02 
0.08 
0.00 
0.10 
0.12 
0.16 
0.33 
0.14 
0.28 



36 
10 
,17 
.12 
,08 
.07 



0.07 
0.08 



0.13 

0.18 

0.28 

0.14 

0.15 

0.29 

0.29 

0.37 

0.24 

0.33 

0.01 

0.01 

0.08 

0.03 

0.07 

0.02 

0.12 

0.19 

0.44 

0.16 

0.31 

0.77 

0.19 

0.22 

0.21 

0.14 

0.14 

0.17 

0.12 

0.24 

0.24 

0.31 

0.21 

0.24 

0.13 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
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(segid' 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

> 

) 

) 

) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 



and resid 
and lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and re 3 id 
and resid 
and resid 
and resld 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



324 and name CA ) 

324 and name CB ) 

325 and name CA ) 
32 5 and name CB ) 
329 and name CA ) 

329 and name CB ) 
32 and name CA ) 
32 and name CB ) 
32 and name N ) 

330 and name CA ) 

331 and name CA ) 

331 and name CB ) 

332 and name CA ) 

335 and name CA ) 

336 and name CA ) 

336 and name CB ) 

337 and name CA ) 
33*7 and name CB > 

338 and name CA ) 

338 and name CB ) 

339 and name CA ) 

339 and name CB > 
33 and name CA ) 

33 and name CB ) 

340 and name CA ) 

341 and name CA ) 

341 and name CB ) 

342 and name CA } 

343 and name CA ) 

343 and name CB ) 

344 and name CA ) 

344 and name CB > 

345 and name CA ) 

345 and name CB ) 

34 6 and name CA > 

346 and name CB ) 

347 and name CA ) 

347 and name CB ) 

348 and name CA ) 

349 and name CA ) 



349 and name CB 
34 and name CA 

34 and name CB 

350 and name CA 
350 and name CB 

35 and name CA 

36 and name CA . 

37 and name CA ) 

38 and name CA ) 



38 and name CB 

39 and name CA 
39 and name CB 

41 and name CB 

429 and name CA 

42 and name CA 
42 and name CB 

430 and name CA . 

431 and name CA ) 
23 and name C ) 
23 and name CA ) 
23 and name CB ) 

23 and name 0 ) 

24 and name C ) 
24 and name CA ) 



14.65 
15.32 
16.09 
15.51 
18.56 
18.21 
6.49 
5.63 
6.01 
18.15 
16.50 
15.30 
17.45 
14.83 
15.76 
16.68 
13.95 
13.66 
15.57 
15.38 
17.40 
18.86 
10.14 
11.26 
15.73 
12.12 
11.76 
10.38 
9.64 
10.79 
9.07 
7.93 
11.67 
13.05 
11.84 
11.00 
15.63 
16.52 
15.95 
14.64 
13.29 
11.60 
11.08 
16.99 
17.20 
35.12 
17.99 
19.18 
16.13 
14.87 
15.85 
15.72 
19.03 
16.70 
16.93 
15.46 
14.69 
15.73 
2.38 
1 



2.49 
2.65 



5.76 
4.75 



0.21 
0.29 
0.30 
0.41 
0.69 
0.82 
0.47 
0.53 
0.43 
0.60 
0.66 
0.66 
0.87 
0.49 
0.35 
0.27 
0.58 
0.68 
0.57 
0.73 
0.42 
0.40 
0.47 
0.46 
0.19 
0.23 
0.34 
0.18 
0.22 
0.27 
0.36 
0.39 
0.44 
0.42 
0.53 
0.59 
0.53 
0.53 
0.56 
0.72 
0.75 
0.55 
0.58 
0.91 
1.04 
0-54 
0.51 
0.31 
0.32 
0.30 
0.51 
0.52 
0.48 
1.45 
0.56 
0.56 
1.77 
0.90 
0.02 
0.01 
0.01 
0.06 
0.05 
0.07 



0-21 
0.28 
0.30 
0.40 
0.70 
0.81 
0.48 
0.52 
0.42 
0.59 
0.65 
0.66 
0.88 
0.48 
0.34 
0.27 
0.59 
0.67 
0.57 
0.73 
0.42 



39 
48 
46 
20 
24 
0.33 
0.19 
0.22 
0.28 
0.35 
0.40 
0.45 



0.42 

0.54 

0.58 

0.53 

0.53 

0.56 

0.71 

0.75 

0.55 

0.58 

0.92 

1.05 

0.53 

0.51 

0.30 

0.33 

0.31 

0.52 

0.53 

0.48 



24 and name CB 
24 and name N 

24 and name 0 

25 and name N 
29 and name c 
29 and name CA 
29 and name N 

29 and name 0 

30 and name C 
30 and name CA ) 
30 and name N ) 

30 and name O ) 

31 and name C ) 
31 and name CA ) 
31 and name CB ) 
31 and name N ) 

31 and name O ) 

32 and name C ) 
32 and name CA ) 



6.32 
6.29 
5.46 
5.55 



80 
57 



4.01 



,84 
.41 
.84 
.47 
.93 



6.16 
4.90 
6.33 
7.42 
6.34 



23 
05 
26 
35 
,07 
.11 
0.14 
0.09 
0.10 
0.09 
0.05 
0.07 
0.10 
0.15 
0.24 
0.14 
0.18 
0.23 
0.24 



44 
56 
56 
,76 
.89 
.03 
.00 
.02 
.06 
.05 
.06 
.22 
0.05 
0.27 
0.34 
0.07 
0.12 
0.15 
0.09 
0.09 
0.09 
0.05 
0.08 
0.10 
0.16 
0.25 
0.13 
0.17 
0.23 
0.25 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(Beg id 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segad 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and tesid 
and res id 
and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



23 and name N ) 
23 and name M ) 
23 and name N ) 
23 and name N ) 
23 and name 0 ) 
23 and name O ) 
23 and name 0 ) 
23 and name O ) 
23 and name O ) 
23 and name O > 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
23 and name O ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C } 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name C ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA > 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 
240 and name CA ) 



) 

) 

24 and name C ) 
24 and name CA ) 
24 and name CB ) 
24 and name N ) 

24 and name O ) 

25 and name C ) 
25 and name CA ) 



25 and name 
25 and name O 
29 and name C 
29 and name CA 
29 and name N 

29 and name O 

30 and name C 
30 and name CA ) 
30 and name N > 

30 and name O ) 

31 and name C ) 
31 and name CA ) 
31 and name CB ) 



(segid 3A4 and resid 32 and name CB 
(segid 3A4 and resid 32 and name N 
(segid 3A4 and resid 32 and name O 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 23 and name CB 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 240 and name O ) 
(segid 3A4 and resid 241 and name C ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 241 and name N ) 
(segid 3A4 and resid 241 and name O ) 
(segid 3A4 and resid 242 and name C ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 242 and name N ) 
(segid 3A4 and resid 242 and name O ) 
(segid 3A4 and resid 243 and name C ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
Oegid 3A4 and resid 243 and name N ) 
(segid 3A4 and re3id 243 and name O 
(segid 3A4 and resid 244 and name C 
(segid 3A4 and res id 244 and name CA 
(segid 3A4 and resid 244 and name CB 
(segid 3A4 and resid 244 and name H 
(segid 3A4 and resid 244 and name O 
(segid 3A4 and resid 245 and name CA 



31 and name N 

31 and name O 

32 and name CB 
32 and name N 



isegiu «w« — ■ 

(segid 3A4 and resid 245 and name CB > 



) 
J 
) 
) 

C ) 
CA ) 
CB ) 
H ) 
O ) 
C ) 



isegio »ww-— — - 

(segid 3A4 and resid 245 and name N 
(segid 3A4 and resid 240 and name C 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name O 
(segid 3A4 and resid 241 and name 
(segid 3A4 and resid 241 and name 
(segid 3A4 and resid 241 and name 
(segid 3A4 and resid 241 and name 
(segid 3A4 and resid 241 and name 
(segid 3A4 and resid 242 and name _ 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 242 and name N ) 
(segid 3A4 and resid 242 and name O ) 
(segid 3A4 and resid 243 and name C ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 243 and name N ) 
(segid 3A1 and resid 243 and name O ) 
(segid 3A4 and resid 244 and name C > 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 244 and name N ) 
(segid 3A4 and resid 245 and name CA > 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and re Bid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 



5.93 
5.38 
7.30 
7.62 
3.25 
3.79 
2.76 
3.82 
2.25 
4.64 
6.31 
5.49 
4.18 
6.21 
3.63 
3.37 
4.40 
4.84 
4.06 
3.99 
2.95 
3.34 
6.66 
6.01 
7.25 
5.30 
7.17 
7.62 
6.98 
7.32 
2.52 
1.23 
3.02 
2.44 
3.69 
1.32 
3.95 
4.54 
4.38 
5.09 
3.18 
5.63 
4.96 
4.63 
4.49 
3. 85 
6.16 
6.18 
5.09 
4.68 
4.21 
7.34 
7.31 
7.33 
6.04 
1.52 
1.54 
2.40 
4.44 
3.81 
4.83 
2.42 
5.42 
5.55 
5.42 
5.80 
4.32 
6.69 
5.86 
5.31 
4.76 
4.67 
7.05 
7.46 
6.27 
5.93 
5.29 
8.71 
8.75 
7.42 
10.02 
9.62 
10.76 



0.32 
0.20 
0.26 
0.18 
0.12 
0.14 
0.05 
0.20 
0.02 
0.16 
0.60 
0.32 
0.28 
0.86 
0.09 
0.18 
0.21 
0.08 
0.11 
0.13 
0.09 
0.06 
0.07 
0.14 
0.23 
0.13 
0.17 
0.28 
0.19 
0.25 
0.02 
0.00 
0.03 
0.01 
0.02 
0.01 
0.07 
0.06 
0.08 
0.07 
0.10 
0.07 
O.08 
0.10 
0.17 
0.07 
0.07 
0.16 
0.16 
0.21 
0.12 
0.17 
0.18 
0.20 
0.18 
0.01 
0.01 
0.02 
0.05 
0.02 
O.OS 
0.02 
0.07 
0.11 
0.09 
0.12 
0.09 
0.10 
0.14 
0.17 
0.23 
0.12 
0.14 
0.20 
0.22 
0.26 
0.18 



0.33 
0.19 
0.27 
0.19 
0.12 
0.14 
0.05 
0.19 
0.01 
0.16 
0.59 
0.33 
0.28 
0.86 
0.09 
0.19 
0.22 
0.07 
0.10 
0.13 
0.09 
0.05 
0.06 
0.15 
0.23 
0.14 
0.18 
0.28 
0.18 
0.24 
0.02 
0.01 
0.04 
0.00 
0.03 
0.01 
0.06 
0.07 
0.09 
0.07 
0.10 
0.06 
0.07 
0.11 
0.18 
0.07 
0.07 
0.16 
0.16 



21 
11 
16 
.19 
.21 
.19 
.01 
.01 
.01 
0.04 
0.01 
0.04 
0.02 
07 
11 
10 
12 
09 
,10 
15 



0.17 
0.24 
0.13 



14 

20 
21 
,26 
19 
.19 
.20 
0.19 
0.14 
0.15 
0.16 
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10 



15 



20 



25 



30 



35 



40 



45 



assign (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CA 
assiqn (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CA 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
(segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name CB 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name M 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name H 
assign (segid 3A4 and resid 240 and name H 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign segid 3A4 and resid 240 and name N 
assign isegid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign selid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name N 
assign (segid 3A4 and resid 240 and name H 
assign seg\d 3A4 and resid 240 and name N 
(segid 3A4 and resid 240 and name K 
(seqid 3A4 and resid 240 and name N 
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0.15 
0.18 
0.15 
0.01 
0.02 
0.01 
0.06 
0.02 
0.03 
0.02 
0.07 
0.10 
0.14 
0.22 
0.11 
0.13 
0.14 
0.15 
0.23 
0.11 
0.15 
0.17 
0.18 
0.22 
0.15 
0.15 
0.18 
0.15 
0.14 
0.21 
0.16 
0.23 
0.31 
0.16 
0.23 
0.20 
0.25 
0.18 
0.33 
0.43 
0.05 
0.04 
0.06 
0.05 
0.07 
0.10 
0.11 
0.19 
0.08 
0.13 
0.16 
0.26 
0.11 
0.18 
0.22 
0.14 
0.18 
0.22 
0.15 
0.22 
0.17 
0.29 
0.36 
0.20 
0.25 
0.21 
0.25 
0.28 
0.44 
0.02 
0.00 
0.03 
0.03 
0.03 
0.03 
0.06 
0.04 



257 



10 



15 



20 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 242 and name N 
(segid 3A4 and res id 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name M 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name N 
(segid 3A4 and resid 242 and name O 



25 



30 



35 



40 



45 



(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 24 2 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
assign (segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



50 



55 



60 



65 



70 



75 



80 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



o 

0 

o 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 



(segid 3A4 and resid 242 and name O 
(segid 3A4 and resid 242 and name 0 
(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 242 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
assign (segid 3A4 and resid 243 and name 
assign (segid 3A4 and resid 243 and name 
assign t segid 3A4 and resid 243 and name 
assign (segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name 
(segid 3A4 and resid 243 and name C 
(segid 3A4 and resid 243 and name C 
(segid 3A4 and resid 243 and name C 
(segid 3A4 and resid 243 and name C 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA 1 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and res id 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and tesid 243 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
assign (segid 3A4 and resid 243 and name CA ) 



(segid 3A4 and resid 243 and name O ) 
(segid 3A4 and resid 244 and name C ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 244 and name N ) 
(segid 3A4 and resid 244 and name O ) 
(segid 3A4 and resid 24S and name C ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 24S and name CB ) 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name C ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 243 and name N ) 
(segid 3A4 and resid 243 and name O ) 
(segid 3A4 and resid 244 and name C ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 24 4 and name N ) 
(segid 3A4 and resid 244 and name O ) 
(segid 3A4 and resid 245 and name C ] 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 24 S and name N ) 
(segid 3A4 and resid 245 and name O } 
(segid 3A4 and resid 24 6 and name C ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 246 and name N > 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 243 and name O ) 
(segid 3A4 and resid 244 and name C ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 244 and name N ) 
(segid 3A4 and resid 24 4 and name O ) 
(segid 3A4 and resid 245 and name C ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name N > 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 24 6 and name C v ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 



(segid 3A4 and resid 246 and name N 
(segid 3A4 and resid 246 and name O 
(segid 3A4 and resid 247 and name C 
(segid 3A4 and resid 247 and name CA 
(segid 3A4 and resid 24 7 and name CB 
(segid 3A4 and resid 247 and name N 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 243 and name C ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 243 and name O ) 
(segid 3A4 and resid 244 and name C ) 
(segid 3A4 and resid 244 and name CA ) 



(segid 3A4 and resid 244 and name CB 
(segid 3A4 and resid 244 and name n > 
(segid 3A4 and resid 244 and name O > 
(segid 3A4 and resid 24 5 and name C ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 end resid 245 and name N } 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and tesid 246 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 24 6 and name O ) 



5.78 
5.60 
5.27 
5.25 
4.27 
6.79 
6.51 
5.65 
5.12 
4.84 
7.29 
7.06 
6.15 
3.31 
3.01 
2.77 
4.26 
2.24 
3.50 
4.33 
4.45 
5.35 
3.49 
4.97 
3.85 
3.76 
3.59 
3.35 
5.04 
5.08 
3.91 
3.61 
3.03 
6.19 
7.33 
6.50 
6.80 
5.14 
7.01 
2.48 
1.23 
2.94 
2-43 
3.71 
1.33 
3.69 
4.49 
4.41 
5.15 
3.26 
5.54 
4.83 
4.50 
4.36 
3.78 
6.02 
6.12 
5.05 
4.71 
4.13 
7.29 
7.25 
7.27 
5.97 
7.75 
1.52 
1.53 
2.38 
4.34 
3.81 
4.86 
2.44 
5.14 
5.42 
5.39 
5.80 
4.36 
6.54 
5.62 
5.05 
4.46 
4.49 
6.76 



0.05 
0.08 
0.11 
0.18 
0.07 
0.08 
0.17 
0.18 
0.23 
0.13 
0.17 
0.18 
0.16 
0.06 
0.07 
0.05 
0.04 
0.01 
0.10 
0-09 
0.10 
0.16 
0.10 
0.14 
0.13 
0.15 
0.25 
0.13 
0.14 
0.17 
0.16 
0.19 
0.14 
0.16 
0.17 
0.18 
0.22 
0.18 
0.16 
O.01 
0.01 
0.04 
0.02 
0.01 
0.01 
0.15 
0.10 
0.08 
0.13 
0.08 
0.08 
0.11 
0.11 
0.13 
0.11 
0.10 
0.13 
0.11 
0.16 
0.10 
0.13 
0.19 
0.24 
0.17 
0.12 
0.02 
0.01 
0.02 
0.04 
0.01 
0.03 
0.02 
0.14 
0.11 
0.11 
0.18 
0.11 
0.11 
0.11 
0.11 
0.13 
0.12 
0.O9 



0.04 
0.09 
0.11 
0.19 
0.08 
0.09 
0.17 
0.17 
0.23 
0.13 
0.17 
0.18 
0.17 
0.06 
0.08 
0.04 
0.03 
0.02 
0.11 
0.09 



11 
17 
11 
14 
13 
16 
0.24 
0.13 
0.13 
0.17 
0.16 
0.19 
0.13 
0.16 
0.17 
0.19 
0.22 
0.19 
0.17 
0.02 
0.01 
0.04 
0.02 
0.01 
0.00 
0.14 
0.09 
0.08 
0.13 
0.09 



08 
10 
12 
12 
11 
10 
,13 
11 
0.16 
0.10 
0.12 
0.18 
0.25 
0.16 
0.11 
0.01 
0.01 
0.02 
0.04 
0.00 
0.03 
0.01 
0.15 
0.11 
0.11 
0.17 
0.11 
0.10 
0.10 
0.11 
0.13 
0.12 
0.10 



258 



10 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



15 



20 



(segxd 3A4 and resxd 243 and name CA segxd 3A4 and resxd 247 and na^ C^ ^ 
segxd 3A4 and resxd 243 and name CA ) (segld 3M and resxd 247 ana ^ 
segxd 3A4 and resxd 243 and name CA segid 3A4 and resxd 247 ana na & ^ 

segxd 3A4 and resxd 243 and name CA segld 3M and resxd 247 ana na^ s ^ 

segxd 3A4 and resxd 243 and name CA segxd 3A4 and resxd 24B and n^ ^ j fl 
(selxd 3A4 and resxd 243 and name CA segxd 3A4 and resx name H ) 7 30 

(segxd 3A4 and resxd 243 and name CA segxd jm a ^ } , „ 

(segxd 3A4 and resxd 243 and name CA segxd 3A4 and resxa ^ ^ ^ j 
assxgn (segxd 3A4 and resxd 243 and name CA segxd 3A4 an name CB } 

assxgn (segxd 3A4 and resxd 243 and name CA sogxd 3M and res an{> ^ ^ } 

assxgn (segid 3A4 and resxd 243 and name CA Uegxd 3A4 an^ ^ ^ ^ ^ 

assxgn (segid 3A4 and resxd 243 and name CA j tsegxa * me ^ , 

assxgn (selid 3A4 and resxd 243 and name CA segxd 3M and r- ^ ^ ^ ^ , 

assxgn (segld 3A4 and resid 243 and name CA I (segxu ^ J „ e , -™. ra 

Issxgn (segxd 3A4 and resid 243 and name CA 
assxgn selxd 3A4 and resid 243 and name CA 
alsxgn (segxd 3A4 and resid 243 and name CA 
assign (selxd 3A4 and resxd 243 and name CA 
assxgn selxd 3A4 and resxd 243 and name CA 
assxgn segxd 3A4 and resxd 243 and name CA 
assign segxd 3A4 and resxd 243 and name CA 
^ . r_j a ^««,*r4 t and name CA ) 



(segid ana ie»iu • " . 

(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 392 and name CA ) 



(segxd 3A4 
(segid 3A4 
(segid 3A4 



assign (segid ?A4 and resid 243 and name CA , segid £ anu ™ „ = cB 
assign (segid 3A4 and resid 243 and name CA segia ^ ^ CA } 

assign (segid 3A4 and resid 243 and name CA segid |M ^ ^ c , 

assign (segid 3A4 and resid 243 and name CB segid 3M 244 and nam e CA ) 

25 assign (segid 3A4 and resid 243 and name CB segid 3A ^ ^ ^ ^ 

assign (segid 3A4 and resid 243 and name CB I namQ N } 

asstgn segid 3A4 and resid 243 and name CB segid 3A4 and resid q ) 

assign isegid 3A4 and resid 243 and name CB segid 3M and «.! ^ ^ ^ c > 
assign (segid 3A4 and resid 243 and name CB segid aw ^ ^ name ^ , 

30 assign (segid 3A4 and resid 243 and name CB segid 3A4 a ^ ^ CB 

assign Isegid 3A4 and resid 243 and name CB segid J ^ ^ name „ 

assign (segid 3A4 and resid 243 and name CB segi ^ ^ ^ c , 

assign (segid 3A4 and resid 243 and name CB j ,segx ^ ojic — , mwo 

assign seg\d 3A4 and resid 243 and name CB 
35 assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign segid 3A4 and resid 243 and name CB 
assign seiid 3A4 and resid 243 and name CB 
ZZliln (seaid 3A4 and resid 243 and name CB ) 

assign segid 3A4 and resid 243 and name CB ) (segid anu ^ -~ _ — cB ) 
assign (segid 3A4 and resid 243 and name CB segid 3A4 and r ^ ^ naffiG ^ , 
assign (segid 3A4 and resid 243 and name CB segid jaq a ^ name ^ ) 

assign segid 3A4 and resid 243 and name CB segid 3A4 and resi ^ ^ 

assign (segid 3A4 and resid 243 and name CB segid 3A4 and resid ^ an(j ^ ^ 
assign (segid 3A4 and resid 243 and name CB segld 3AQ ^ and name ^ , „.3« 

assign (segid 3A4 and resid 243 and name CB > segid jm a and name ^ , 16 91 

assign segid 3A4 and resid 243 and name CB segid 3A4 and re ^ ^ cb } ^ 

ILifn (segid 3A4 and resid 243 and name CB segid 3A4 and ^ and ^ w fi5 

assign (segid 3A4 and resid 243 and name CB segid resid Qnd name c j 
assign (segid 3A4 and resid 243 and name N ) (segia jms a* ^ ^ anft name 



40 



45 



50 



55 



CiHU *--s^ 

and resid 246 and name CA ) 
and resid 246 and name CB ) 
(segia jmh and resid 246 and name N > 
segid 3A4 and resid 246 and name O 
segid 3A4 and resid 247 and name CA 
(segid 3A4 and resid 247 and name CB 
segid 3A4 and resid 247 and name N 
segxd 3A4 and resid 248 and name CA 
(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 249 and name CA 
segid 3A4 and xesid 250 and name CA 
segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 251 and name CA 
segid 3A4 and lesid 251 and name CB 
segid 3A4 and resid 252 and name CA 
1 ^ . . . „ , r4 and name CB ) 



10.49 
9.75 
12.28 
11.92 
14.29 
13.94 
15.36 
16.05 
17.86 
17.69 
17.60 
18.86 
17.01 
15.49 
18.51 
5.35 
4.46 
5.37 
3.15 
6.10 
6.81 
6.76 
7.24 
5.60 
6.71 
6.35 
5.67 
5.91 
7.81 
6.86 
6.36 
6.09 
9.58 
9.70 
11.02 
11.37 
10.50 
13.00 
12.57 
15.29 
15.03 
16.39 
16.79 
18.58 



60 



65 



assign 
assign 
assign 
assign 
assign 



70 



75 



80 



(seaid 3A4 and resid 243 and name N 

(segid 3A4 and resid 243 and name N 

(segid 3A4 and resid 243 and name N 

segid 3A4 and resid 243 and name N 

assxqn (segid 3A4 and resid 243 and name H 

astign se^id 3A4 and resid 243 and name N 

assign segid 3A4 and resid 243 and name N 

assign segid 3A4 and resid 243 and name H 

assign segid 3A4 and resid 243 and name N 

assign segid 3A4 and resid 243 and name N 

alsian segid 3A4 and resid 243 and name N 

assign segid 3A4 and resid 243 and name N 
assign segid ^ ^ ^ ^ ^ n 

seaid 3A4 and resid 243 and name N 
(segid 3A4 and resid 243 and name N 
(segid 3A4 and resid 243 and name N 
segid 3A4 and resid 243 and name N 
segid 3A4 and resid 243 and name N 
and resid 243 and name N 
and resid 243 and name N 
and xa*id 243 and name N 
and resid 243 and name O 
and resid 243 and name O 
and resid 243 and name 0 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
assign (segld 3A4 
assign isegid 3A4 
(segid 3A1 
(segid 3A4 
(segid 3A4 



assign 
assign 
assign 



assign S Si and resid" 243 and name 0 



Isegid 3A and restd 243 and name CA > 
segid 3A4 and resid 243 and name CB 
segid 3A4 and resid 243 and name O 
Laid 3A4 and resid 244 and name C ) 
seaid 3A4 and resid 244 and name CA ) 
segld 3A4 and resid 244 and name CB J 
slgid 3A4 and resid 244 and name H 
segid 3A4 and resid 244 and name O 
segid 3A4 and resid 245 and name C 
segid 3A4 and resid 245 and name CA 
segid 3A4 and resid 245 and name CB 
seaid 3A4 and resid 245 and name N 
segid 3A4 and resid 245 and name O 
segid 3A4 and resid 24 6 and name C 
segid 3A4 and resid 24 6 and name CA 
segid 3A4 and resid 24 6 and name CB 
segxd 3A4 and resid 246 and name N 
tlllld 3A4 and resid 24 6 and name O > 
KS2 £i and lesid 247 and name CA ) 
seaid 3A4 and resid 247 and name CB 
segid 3A4 and resid 247 and name H 
seaid 3A4 and resid 243 and name CB 
segid 3A4 and resid 244 and name C 
segid 3A4 and resid 244 and name CA 
segid 3A4 and resid 244 and name CB ) 



0.15 
0.15 
0.21 
0.14 
0.17 
0.22 
0.17 
0.09 
0.29 
0.38 
0.18 
0.21 
0.11 
0.11 
0.23 
0.40 
0.57 
0.T1 
0.82 
0.49 
0.49 
0.48 
0.52 
0.03 
0.02 
0.07 
0.03 
0.14 
0.11 
0.11 
0.17 
0.11 
0.13 
0.14 
0.19 
0.13 
0.14 
0.14 
0.19 
0.14 
0.18 
0.24 
0.10 
0.32 
0.43 
0.20 
0.21 
0.12 
0.09 
0.26 
0.43 
0.62 
0.74 
0.80 
0.56 
0.55 
0.59 
0.02 
0.01 
0.02 
0.03 
0.04 
0.06 
0.10 
0.06 
0.11 
0.10 
0.12 
0.18 
0.10 
0.09 
O.ll 
0.11 
0.10 
0.10 

o.io 

0.13 
0.18 
0.13 
0.05 
0.10 
0.06 
0.05 



2.43 
1.45 
2.47 
3.48 
4.64 
4.18 
4.90 
2.78 
5.64 
5.58 
5.28 
5.33 
4.29 
6.79 
6.42 
5.58 
5.05 
4.78 
7.59 
7.23 
7.08 
6.10 
3.24 
2.90 
2.78 
4.26 



0.16 
0.15 
0.21 
0.14 
0.17 
0.23 
0.16 
O.IO 
0.29 
0.39 
0.19 
0.21 
0.12 
0.10 
0.23 
0.40 
0.58 
0.72 
0.82 
0.50 
0.48 
0.49 
0.51 
0.04 
0.03 
0.06 
0.03 
0.15 
0.12 
0.11 
0.18 
0.11 
0.13 
0.14 
0.18 
0.13 
0.14 
0.15 
0.19 
0.14 
0.18 
0.25 
0.09 
0.33 
0.42 
0.19 
0.22 
0.12 
0.09 
0.26 
0.43 
0.61 
0.73 
0.79 
0.55 
0.55 
0.59 
0.03 
0.01 
0.01 
0.02 
0.04 
0.05 
0.11 
0.05 
0.11 
0.10 
0.11 
0.18 
0.11 
0.09 
0.11 
0.10 
0.10 
O.ll 
0.10 
0.14 
0.19 
0.13 
0.06 
0.10 
0.05 
0.05 



259 



assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and tesid 243 and name O 
assign (segid 3A4 and resid 243 and name 0 
assign (segid 3A4 and resid 243 and name O 
5 assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and res id 243 and name O 
assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name O 
10 assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name 0 
assign (segid 3A4 and resid 243 and name O 
15 assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name 0 
assign (segid 3A4 and resid 243 and name O 
20 assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resad 243 and name O 
assign (segid 3A4 and resid 243 and name O 
assign (segid 3A4 and resid 243 and name 0 
assign (segid 3A4 and resid 244 and name C 
25 assign (segid 3A4 and resxd 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
30 assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 24 4 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
35 assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
40 assign (s>egid 3A4 and resid 24 4 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 244 and name C 
assign (segid 3A4 and resid 24 4 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 24 4 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA } 
assign ( segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 
assign (segid 3A4 and resid 24 4 and name CA ) 
assign (segid 3A4 and resid 244 and name CA ) 



45 



(segid 3A4 and resid 248 and name N 

(segid 3A4 and resid 248 and name O 

(segid 3A4 and resid 249 and name CA 

(segid 3A4 and resid 249 and name N 

(segid 3A4 and resid 250 and name N 

(segid 3A4 and resid 244 and name C 

50 assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 244 and name CB 



(segid 3A4 and resid 244 and name N ) 
(segid 3A4 and resid 244 and name 0 ) 
(segid 3A4 and resid 215 and name C ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 24 5 and name CB ) 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and res id 246 and name C ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 24"? and name C ) 
(segid 3A4 and resid 24*7 and name CA > 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 250 and name N ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 244 and name O ) 
(segid 3A4 and resid 245 and name C ) 
(segid 3A4 and resid 245 and name CA } 



(segid 3A4 and resid 245 and name CB > 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 



55 



60 



65 



(segid 3A4 and resid 244 and name O 
(segid 3A4 and resid 245 and name C 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C ) 
(segjd 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C } 
(segid 3A4 and resid 24 8 and name CA ) 



70 



75 



2.25 
3-23 
4.05 
4.34 
5.30 
3.43 
4.94 
3.77 
3.73 
3.70 
3.28 
4.93 
5.02 
3.87 
3.63 
2.98 
6.15 
7.20 
6.38 
6.62 
5.02 
6.83 
7.68 
2.51 
1.23 
3.02 
2.44 
3.72 
1.33 
3.83 
4.58 
4.47 
5.25 
3.31 
5.69 
4.93 
4.59 
4.41 
3.85 
6.15 
6.14 
5.10 
4.70 
4.19 
7.30 
7.25 
5.99 
7.80 
1.53 
1.52 
2.40 
4.43 
3.82 
4.87 
2.44 
5.31 
5.57 
5.51 
5.97 
4.44 
6.72 
5.82 
5.23 
4.65 
4, 
7 
7 
6 
5 
5 



0.02 
0.22 
0.12 
0.10 
0.12 
0.08 
0.12 
0.11 
0.13 
0.17 
0.13 
0.11 



15 
12 
17 
10 
14 
16 
19 
24 
0.18 
0.11 
0.17 
0.02 
0.00 
0.05 
0.01 
0.03 
0.01 
0.05 
0.08 
0.08 
0.10 
0.07 
0.04 
0.07 
0.13 
0.21 
0.14 
0.06 
0.15 
0.14 
0.25 
0.08 
0.15 
0.15 
0.15 
0.09 



0.03 
0.23 
0.12 
0.10 
0.13 
0.07 
0.12 
0-12 
0.14 
0.17 
0.13 
0.11 
0.14 
0.11 
0.18 
0.11 
0.14 



assign (segid 3A4 and resid 244 and name CA . 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 248 and name CB ) 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 248 and name N ) 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 249 and name N ) 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 250 and name CA ) 9.95 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 250 and name CB ) 9.55 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 251 and name CA } 10.68 



65 
02 
42 
25 
92 
25 
8.65 
7.36 



9.94 
12.48 
12.06 
14.41 



80 



assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 251 and name CB 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 252 and name CA ) 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 252 and name CB ) 

assign (segid 3A4 and resid 244 and name CA > (segjd 3A4 and resid 253 and name CA 

assign (segid 3A4 and resjd 244 and name CA ) (segid 3A4 and resid 254 and name CA ) 15.29 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 255 and name CA 16.39 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 256 and name CA ) 18.38 

assign (segid 3A4 and resid 244 and name CA ) (segid 3A4 and resid 389 and name CA ) 18.54 



0.06 
0.09 
0.09 
O.09 
0.07 
0.08 
0.09 
0.10 
0.17 
0.10 
0.09 
0.17 
0.17 
0.27 
0.12 
0.15 
0.15 
0.16 
0.28 
0.14 
0.19 
0.20 
0.23 
0.10 
0.14 
0.69 
0.38 
0.45 



16 
19 
24 
18 
11 
17 
01 
0.00 
0.04 
0.01 
0.03 
0.01 
0.06 
0.09 
0.09 
0.10 
0.07 
0.05 
0.07 
0.14 
0.21 
0.14 
0.05 
0.15 
0.14 
0.24 
0.07 
0.16 
0.15 
0.14 
0.09 
0.01 
0.01 
0.01 
0.04 
0.02 
0.05 
0.03 
0.06 
0.09 
0.08 
0.09 
0.07 
0.07 
0.08 
0.11 
0.16 
0.09 
0.10 
0.16 
0.18 
0.28 
0.13 
0.14 
0.15 
0.16 
0.28 
0.14 
0.19 
0.21 
0.24 
0.10 
0.13 
0.68 
0.38 
0.44 



260 



assign (segid 3A4 ana resid 244 and name CA I ™ and resid 389 - name « I U-g 

assign (segid 3A< and resid 244 and name CA segia ^ ^ ^ ^ } w „ 

assign (segid 3A4 and resid 244 and name CA segia ^ ^ ^ ^ ) ^ 

assign (segid 3A4 and resid 244 and name CA segia J ^ ^ ^ | ^ 

assign (segid 3A4 and lesid 244 and name CA segi ^ ^ ^ ^ , „ 

assign (segid 3A4 and resid 244 and name CA seg ^ ^ ^ c , 5.40 

assign (segid 3A4 and resid 244 and name CB segia ^ ^ ^ ^ } 

assign (segid 3A4 and resid 244 and name CB segid resxd 245 and name ^ , 5.28 

assign (segid 3A4 and resid 244 and name CB segia regid ^ ^ ^ M > 3 %Q 

assign (segid 3A4 and resid 244 and name CB segia name Q ) 

assign (segid 3A4 and resid 244 and name CB segid m ^ ^ c } 

assign (segid 3A4 and resid 244 and name CB segid ^ ^ ^ ^ } 

assign (segid 3A4 and resid 244 and name CB ) (segia , M#< „ nTno rn v 

assign (segid 3A4 and resid 244 and name CB 
assign (segid 3A4 and resid 244 and name CB 
assign (segid 3A4 and resid 244 and name CB ) 
assign (segid 3A4 and resid 244 and name CB ) 
assign (segid 3A4 and resid 244 and name CB 
assign (segid 3A4 and resid 244 and name CB 
assign (segid 3A4 and resid 244 and name CB 
assign (segid 3A4 and resid 244 and name CB ) 
assign (segid 3A4 and resid 244 and name CB 
assign (segid 3A4 and resid 244 and name CB 
assign (segid 3A4 and resid 244 and name CB 
25 assign (segid 3A4 and resid 244 and name CB ) 



10 



15 



20 



(segid 3A4 and resid 246 and name CB > 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 247 and name C ) 
l segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
Oegid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 24 B and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 



30 



35 



40 



45 



50 



assign (segid 3A4 and resid 244 and name CB segxu ^ - ^ name ^ , 

assign (segid 3A4 and resid 244 and name CB segia anu cb 
assign (segid 3A4 and resid 244 and name CB segid 3A4 and resid ^ ^ ) 

assign (segid 3A4 and resid 244 and name CB segid a an cq 
assign (segid 3A4 and resid 244 and name CB segid 3A4 and resid ^ ^ name ^ , 
assign (segid 3A4 and resid 244 and name CB segid 3A4 a ^ ^ ^ ^ } 

assign (segid 3A4 and resid 244 and name CB segid 3A« an ^ ^ ^ J 

assign (segid 3A4 and resid 244 and name CB segid 3A4 a ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 244 and name CB segia a ^ ^ ^ ^ , 

assign (segid 3A4 and resid 244 and name CB segid 3A4 a ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 244 and name CB segia sm ^ ^ ^ ^ } 

assign (segid 3A4 and resid 244 and name CB segia *a ^ ^ c } 

assign (segid 3A4 and resid 244 and name N segid 3A4 an ^ ^ ^ ^ 

assign (segid 3A4 and resid 244 and name u j \segi« ^ . . „^ — , Mme > rn \ 

assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign Isegid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name M 
assign (segid 3A4 and resid 244 and name N 
assign Isegid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
55 assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name N 
assign (segid 3A4 and resid 244 and name O 
60 assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name O 
65 assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name o 
assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and res ad 244 and name O 
assign (segid 3A4 and resid 244 and name O 
70 assign (segid 3A4 and resid 244 and name o 
assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name o 
assign (segid 3A4 and resid 244 and name O 
75 assign (segid 3A4 and resid 244 and name 0 
assign (segid 3A4 and resjd 244 and name o 
assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name o 
assign (segid 3A4 and resid 244 and name O 
80 assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name o 
assign (segid 3A4 and resid 244 and name O 
assign (segid 3A4 and resid 244 and name O 



(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 244 and name O > 
(segid 3A4 and resid 245 and name C 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name M > 
(segid 3A4 and resid 245 and name O 
(segid 3A4 and resid 246 and name C > 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB J 
(segid 3A4 and resid 246 and name H ) 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CA J 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N 
(segid 3A4 and resid 247 and name O > 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N > 
(segid 3A4 and resid 244 and name CB 1 
(segid 3A4 and resid 245 and name C 1 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 245 and name 0 ) 
(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 246 and name 0 
(segid 3A4 and resid 247 and name C 1 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 247 and name N 
(segid 3A4 and resid 247 and name 0 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name CA 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N 
(segid 3A4 and xesid 248 and name O 
(segid 3A4 and resid 249 and name C ) 
segid 3A4 and resid 249 and name CA 
segid 3A4 and resid 249 and name H 
segid 3A4 and resid 250 and name N > 



6.25 
6.96 
6.83 
7.35 
5.63 
6.98 
6.58 
5.92 
6.07 
7.03 
6.42 
6.25 
9.64 
11.21 
10.90 
11.66 
10.80 
13.29 
12.79 
15.4 6 
16.44 
17.32 
19.22 
17.20 
15.71 
18.00 
2.42 
1.46 
2.45 
3.41 
4.68 
4.19 
4.94 
2.80 
5.75 
5.63 
5.32 
5.43 
4.32 
6.84 
6.52 
5.67 
5.17 
4.86 
7.73 
7.27 
7.05 
6.13 
3.37 
2.93 
2.79 
4.27 
2.25 
3.39 
4.06 
4.30 
5.29 
3.38 
5.03 
3.84 
3.73 
3.62 
3.23 
5.03 
5.06 
3.95 
3.69 
3.04 
6.21 
7.20 
6.38 
5.04 
6.85 



0.57 
0.36 
0.40 
0.39 
0.47 
0.65 
0.08 
0.09 
0.09 

0.11 

0.09 
0.09 
0.07 
0.09 
0.07 
0.09 
0.13 
0.18 
0.11 
0.16 
0.25 
0.11 
0.16 
0.15 
0.28 
0.17 
0.22 
0.26 
0.29 
0.15 
0.09 
0.75 
0.47 
0.37 
0.36 
0.47 
0.02 
0.01 
0.02 
0.06 
0.08 
0.09 
0.12 
0.08 
0.08 
0.10 
0.11 
0.11 
0.10 
0.10 
0.11 
0.10 
0.14 
0.09 
0.11 
0.18 
0.26 
0.15 
0.07 
0.09 
0.04 
0.03 
0.01 
0.10 
0.21 
0.19 
0.23 
0.15 
0.15 
0.13 
0.27 
0.34 
0.31 
0.10 
0.17 
0.18 
0.33 
0.09 
0.18 
0.08 
0.14 
0.15 
0.10 



0.57 
0.35 
0.40 
0.38 
0.47 
0.65 
0.08 
0.09 
0.10 
0.10 
0.09 
0.09 
0.07 
0.09 
0.06 
0.09 
0.13 
0.17 
0.11 
0.15 
0.25 
0.11 
0.15 
0.14 
0.27 
0.17 
0.23 
0.26 
0.30 
0.14 

0.10 

0.76 
0.47 
0.37 
0.35 
0.46 
0.02 
0.00 
0.02 
0.07 
0.08 
0.08 
0.12 
0.09 
0.08 
0.11 

0.11 

0.10 
0.10 
0.10 
0.10 
0.09 
0.15 
0.09 
0.11 
0.18 
0.27 
0.15 
0.06 
0.10 
0.03 
0.03 
0.02 
0.10 
0.20 
0.20 
0.24 
0.16 
0.15 
0.13 
0.27 
0.35 
0.30 
0.11 
0.17 
0.19 
0.34 
0.09 
0.17 
0.09 
0.14 
0.15 
0.10 



261 



10 



15 



20 



25 



assign (segid 3A4 and resld 244 and name 
assign (segld 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
assign (segid 3A4 and resid 245 and name 
(segid 3A4 and resid 245 and name 
(segid 3A4 and resid 245 and name 
(segid 3A4 and resid 245 and name 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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c 
c 
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c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 251 and name N ) 
(segtd 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N J 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C 
(segid 3A4 and resid 247 and name CA 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name CA ) 



-jtn.-» asi« "~ •-» — — — -• • | 

(segid 3A4 and resid 245 and name CA J 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CA ) 
30 assign (segid 3A4 and resid 245 and name CA > 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA 1 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA > 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
assign (segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CA > 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name CB J 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
75 assign (segid 3A4 and resid 245 and 'name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
80 assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB ) 
assign (segid 3A4 and resid 245 and name CB > 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 248 and name N 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 24 9 and name CA 
(segid 3A4 and resid 249 and name N 
(segid 3A4 and resid 24 9 and name O 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name N ) 
(segid 3A4 and resid 245 and name C ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name O > 
(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N > 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O > 
(segid 3A4 and resid 249 and name C I 
(segid 3A4 and resid 24 9 and name CA ) 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name N ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 24 6 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CA ) 
(seqid 3A4 and resid 247 and name CB J 
segid 3A4 and resid 247 and name N ) 
segid 3A4 and resid 248 and name C 
I seqid 3A4 and resid 248 and name CA 
segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
tseaid 3A4 and resid 249 and name CA > 
seqid 3A4 and resid 24 9 and name N ) 
(seqid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resld 250 and name CB ) 
seqid 3A4 and resid 251 and name CA ) 
(seqid 3A4 and resid 251 and name CB ) 
(seqid 3A4 and resld 252 and name CA > 
(segid 3A4 and resid 252 and name CB ) 



7.76 
2.49 
1.23 
3.08 
2.45 
3.72 
1.33 
3.96 
4.54 
4.48 
5.25 
3.30 
5.57 
4.87 
4.58 
4.38 
3.86 
6.07 
6.09 
5.01 
4.14 
7.25 
7.26 
7.31 
5.97 
1.52 
1.53 
2.39 
4.46 
3.81 
4.86 
2.44 
5.43 
5.50 
5.48 
5.92 
4.41 
6.61 
5.72 
5.17 
4.56 
4.60 
6.89 
7.37 
6.18 
5.20 
8.64 
8.71 
7.33 
9.99 
9.60 
10.74 
9.96 
12.37 
14.09 
15.36 
16-72 
18.90 
19.17 
17.32 
15.91 
17.71 
5.45 
4.45 
5.27 
3.11 
6.36 
6.90 
6.83 
7.34 
5.63 
6.87 
6.51 
5.82 
6.04 
6.94 
6.20 
9.64 
9.76 
11.25 
10.95 
11.71 
10.80 



0.11 
0.02 
0.01 
0.04 
0.01 
0.01 
0.00 
0.06 
0.11 



10 
03 
01 
.04 
,02 
.02 
.01 
.05 
0.12 
0.13 
0.19 
0.12 
0.11 
0.09 
0.07 
0.12 
0.09 
0.10 
0.09 
0.11 
0.09 
0.10 
0.14 
0.22 
0.11 
0.01 
0.01 
0.03 
0.03 
0.02 
0.02 
0.02 
0.05 
0.12 
0.13 
0.21 
0.12 
0.12 
0.09 
0.05 
0.10 
0.09 
0.12 
0.09 
0.12 
0.0B 
0.14 
0.22 
0.11 
0.13 
0.17 
0.21 
0.25 
0.22 
0.16 
0.60 
0.50 
0.55 
0.33 
0.43 
0.45 
0.47 
0.06 
0.06 
0.08 
0.06 
0.05 
0.15 
0.14 
0.20 
0.13 
0.11 
0.10 
0.12 
0. 
0. 
0. 
0, 
0 
0 
0 
0 
0 



13 
18 
13 
.11 
,09 
.06 
0.11 . 
0.08 
0.11 
0.09 
0.11 
0.08 
0.09 
0.14 
0.21 
0.12 
0-01 
0.02 
0.03 
0.03 
0.03 
0.03 
0.02 
0.05 
0.13 
0.14 
0.22 
0.12 
0.12 
0.09 
0.06 
0.09 
0.10 
0.12 
0.08 
0.11 
0.09 
0.13 
0.22 
0.11 
0.13 
0.16 
0.22 
0.26 
0.21 
0.15 
0.60 
0.50 
0.54 
0.33 
0.44 
0.44 
0.47 
0.05 
0.06 
0.09 
0.07 
0.05 
0.14 
0.13 
0.20 
0.12 
0. 
0. 
0 
0 
0 
0 
0 
0 
0 



11 
11 
11 
13 
10 
,08 
.16 
.22 
.14 
0.16 
0.21 
0.25 



262 



10 



assign 
assign 
assign 
assign 
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assign 
assign 



(segid 3A4 
(segid 3A4 
(sogid 3A4 
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45 
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55 



(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name CB 1 

* and resid 245 and name CB ) 

and resid 245 and name CB ] 
VSO g iU — and resid 245 and name CB ) 
{segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 245 and name N ) 
(segid 3A4 and resid 245 and name N 
assign (segid 3A4 and resid 245 and name N 
assign (segid 3A4 and resid 245 and name N 
assign segxd 3A4 and resid 245 and name N 
assign (segid 3A4 and resxd 245 and name N 
(segid 3A4 and resid 245 and name N 
(segid 3A4 and resid 245 and name N 
assign (segid 3A4 and resxd 245 and name N 
assign (segid 3A4 and resxd 245 and name N 
assign (segid 3A4 and resxd 245 and name N 
assxgn (segid 3A4 and resxd 245 and name N 
assign (segid 3A4 and resxd 245 and name N 
assign (segxd 3A4 and resxd 245 and name N 
assign (segid 3A4 and resxd 245 and name N 
(segid 3A4 and resxd 245 and name N 
(segid 3A4 and resid 245 and name N 
(segid 3A4 and resxd 245 and name N 
(segid 3A4 and resid 245 and name N 
(segid 3A4 and resxd 245 and name N 
(segxd 3A4 and resxd 245 and name N 
(segid 3A4 and resid 245 and name O 
(segid 3A4 and resid 245 and name O 
(segid 3A4 and resid 245 and name 0 
(segid 3A4 and resid 245 and name O 
(segid 3A4 and resid 245 and name O 
(segxd 3A4 and resid 245 and name O 
(segid 3A4 and resid 245 and name O 
(segid 3A4 and resid 245 and name O 
(segxd 3A4 and resid 245 and name O 
assign (segid 3A4 and resid 245 and name O 
assign segid 3A4 and resid 245 and name O 
assign (segid 3A4 and resid 245 and name O 
assign (segxd 3A4 and resid 245 and name O 
~ (segid 3A4 and resxd 245 and name O 

(segid 3A4 and resid 245 and name O 
assign (segxd 3A4 and resid 245 and name O 
assxgn (segxd 3A4 and resid 245 and name O 
assign (segxd 3A4 and resid 245 and name O 
(segid 3A4 and resid 245 and name O 
(segxd 3A4 and resid 245 and name O 
(segid 3A4 and resid 245 and name O 
(segxd 3A4 and resid 245 and name O 
(segid 3A4 and resid 245 and name 0 
(segid 3A4 and resxd 245 and name 0 
(segxd 3A4 and resxd 245 and name O 
(segid 3A4 and resid 246 and name C 
(segid 3A4 and resxd 246 and name C 
assign (segid 3A4 and resid 246 and name C 
assign (segid 3A4 and resid 246 and name C 
assign (segxd 3A4 and resid 24 6 and name C 
assign (segid 3A4 and resid 246 and name C 
(segid 3A4 and resid 246 and name c 
(segid 3A4 and resid 246 and name C 
(segid 3A4 and resid 246 and name C 
(segid 3A4 and resid 246 and name C 
(segxd 3A4 and resid 246 and name C 
(segid 3A4 and resxd 246 and name C 
(segid 3A4 and resid 24 6 and name C 
(segid 3A4 and resid 246 and name C 
(segid 3A4 and resid 246 and name C 
(segxd 3A4 and resid 246 and name C 
(segxd 3A4 and resid 246 and name C 
(segid 3A4 and resid 246 and name C 
(segxd 3A4 and resid 246 and name C 
(segid 3A4 and resid 246 and name C 
(segid 3A4 and resid 246 and name C 
(segid 3A4 and, resid 216 and name C 
(segid 3A4 and "resid 246 and name C 
(segid 3A4 and resid 246 and name C 
assxgn (segid 3A4 and resid 246 and name C 
assign (segid 3A4 and resxd 216 and name CA j 
assign (segid 3A4 and resxd 246 and name CA j 
assign (segid 3A4 and resxd 246 and name CA ) 

. 13 . . . .jiiifi anH name CA 
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assign 



80 



<segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resxd 254 and name CA 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 245 and name C 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB 
(segid 3A4 and resid 245 and name O ) 
(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 246 and name CA > 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name N ) 
(segid 3A4 and resid 246 and name O > 
(segid 3A4 and resid 247 and name C > 
(segid 3A4 and resxd 241 and name CA 
(segxd 3A4 and resid 247 and name CB 
segid 3A4 and resid 247 and name N ) 
(segxd 3A4 and resid 247 and name O ) 
(segid 3A4 and resxd 248 and name C 
(segid 3A4 and resxd 248 and name CA 
(segid 3A4 and resxd 248 and name CB ) 
(seqxd 3A4 and resxd 248 and name N ) 
(segid 3A4 and resxd 248 and name O ) 
segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resxd 249 and name N > 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name C 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB 
(segid 3A4 and resid 246 and name-N 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C ) 
segid 3A4 and resid 247 and name CA 
segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 24? and name N ) 
(segid 3A4 and resid 247 and name O > 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O ) 
(segxd 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 249 and name N ) 
(segxd 3A4 and resid 249 and name O ) 
(segid 3A4 and resid 250 and name C ) 
(segid 3A4 and resxd 250 and name CA > 
(segid 3A4 and resxd 250 and name CB ) 
and resxd 250 and name N ) 
and resxd 251 and name N ) 
and resid 246 and name CB ) 
and resxd 24 6 and name O ) 
tsegiu w and resxd 247 and name C ) 
(segid 3A4 and resid 247 and name CA 1 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N 
(segxd 3A4 and resid 247 and name O ] 
(segid 3A4 and resid 248 and name C J 
(segid 3A4 and resxd 248 and name CA 
(segid 3A4 and resid 248 and name CB ) 
segxd 3A4 and resxd 248 and name N ) 
(segxd 3A4 and resxd 248 and name O ) 
(segxd 3A4 and resid 249 and name C ) 
(segid 3A4 and resxd 249 and name CA > 
segid 3A4 and resxd 249 and name N ) 
Isegxd 3A4 and resxd 249 and name O ) 
(segid 3A4 and resid 250 and name C ) 
(segxd 3A4 and resxd 250 and name CA ) 
(segxd 3A4 and resxd 250 and name CB ) 
(segid 3A4 and resxd 250 and name N ) 
(segxd 3A4 and resxd 250 and name O ) 
segxd 3A4 and resxd 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
segxd 3A1 and resid 251 and name CG > 
(segid 3A4 and xesxd 251 and name H ) 
(segid 3A4 and resid 246 and name c ) 
segxd 3A4 and resid 246 and name CB 
(seqid 3A4 and resid 246 and name O ) 
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(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



13.12 
15.08 
36.46 
17.62 
18.74 
17.33 
19.12 
2.46 
1.46 
2.46 
3.48 
4.75 
4.24 
5.01 
2.84 
5.88 
5.65 
5.36 
5.45 
4.35 
6.86 
6.46 
5.64 
5.10 
4.85 
7.66 
7.22 
6.11 
3.30 
3.04 
2.78 
4.26 
2.25 
3.59 
4.06 
4.38 
5.35 
3.43 
4.93 
3.B1 
3.78 
3.67 
3.32 
4.97 
5.00 
3.84 
2.99 
6.12 
7.25 
6.41 
6.67 
5.05 
6.93 
2.51 
1.23 
3.04 
2.43 
3.72 
1.32 
3.81 
4.61 
4.56 
5.32 
3.39 
5.68 
4.84 
4.53 
3 
6 



assign (segid 3A4 and resxd 246 and name £V seg ^ w ^ ^ Q ) 

assign (segid 3A4 and resid 246. and name CA seg tf 2<J? and name ^ , 

assign (segid 3A4 and resid 246 and name CA ) isegiu 



0.27 
0.22 
0.56 
0.53 
0.44 
0.45 
0.48 
0.02 
0.01 
0.02 
0.02 
0.04 
0.05 
0.06 
0.05 
0.06 
0.06 
0.09 
0.18 
0.06 
0.06 
0.10 
0.06 
0.16 
0.02 
0.12 
0.12 
0.11 
0.06 
0.08 
0.02 
0.03 
0.01 
0.07 
0.19 
0.20 
0.24 
0.18 
0.19 
0.12 
0.13 
0.14 
0.17 
0.14 
0.10 
0.13 
0.10 
0.10 
0.13 
0.14 
0.19 
0.12 
0.15 
0.03 
0.01 
0.04 
0.01 
0.03 
0.00 
0.02 
0.10 
0.09 
0.13 
0.08 
0.14 
0.13 
0.09 
0.07 
0.14 
0.22 
0.23 
0.27 
0.17 
0.22 
0.16 
0.15 
0.10 
0.16 
0 
0 
0 
0 
0 



83 
05 
6.11 
5.02 
4.62 
4.11 
7.25 
7.32 
7.39 
7.15 
6.02 
1.52 
1.53 
2.38 
4.39 
3.81 



0.27 
0.21 
0.57 
0.54 
0.44 
0.45 
0.48 
0.02 
0.00 
0.03 
0.02 
0.05 
0.05 
0.05 
0.05 
0.05 
0.06 
0.09 
0.18 
0.07 
0.05 
0.11 
0.07 
0.15 
0.02 
0.11 
0.13 
0.11 
0.07 
0.07 
0.02 
0.03 
0.01 
0.08 
0.19 
0.19 
0.23 
0.18 
0.19 
0.12 
0.13 
0.14 
0.17 
0.14 
0.11 
0.13 
0.10 
0.10 
0.13 
0.13 
0.18 
0.11 
0.16 
0.03 
0.01 
0.03 
0.01 
0.02 
0.01 
0.03 
0.09 
0.10 
0.13 
0.08 
0.14 
0.13 
0.09 
0.08 
0.14 
0.21 
0.23 
0.27 
0.18 
0.23 
0-16 
0.14 
0.09 
0.17 
0.01 
0.01 
0.03 
0.02 
0.01 



01 
01 

.02 
.02 
.01 
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assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 



15 



20 



25 



and resid 246 and name CA ) 
and resid 246 and name CA ) 
and resid 246 and name CA ) 
assign — and resid 246 and name CA ) 

assign (segid 3A4 and resid 246 and name CA ) 
assign (segid 3A4 and resid 246 and name CA 
assign (segid 3A4 and resid 246 and name CA 
assign (segid 3A4 and resid 246 and name CA ) 
assign (segid 3A4 and resid 246 and name CA ) 
assign (segid 3A4 and resid 246 and name CA 
assign Isegid 3A4 and resid 246 and name CA ) 
assign (segid 3A4 and resid 24 6 and name CA ) 
assign (segid 3A4 and resid 246 and name CA ) 
and resid 246 and name CA ) 
and resid 746 and name CA ) 
and resid 246 and name CA ) 
and res id 246 and name CA ) 
assign t»„y*u — and resid 246 and name CA ) 
assign (segid 3A4 and resid 246 and name CA 
assign (segid 3A4 and resid 246 and name CA ) 
assign (segid 3A4 and resid 246 and name CA ) 
assign (segid 3A4 and resid 246 and name CA ) 
" (segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 246 and name CA ) 
and resid 24 6 and name CA ) 
and re*id 246 and name CA ) 
and resid 24 6 and name CA ) 
and resid 246 and name CA ) 



assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 



(segid 3A4 and tesid 247 and name CB ) 
(segid 3A4 and resid 247 and name N > 
(segid 3A4 and resid 241 and name O ) 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resad 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 249 and name O ) 
(segid 3A4 and resid 250 and name C ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name H ) 
(segid 3A4 and lesid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 



4.89 
2.45 
5.25 
5.50 
5.49 
5.92 
4.43 
6.62 
5.66 
5.08 
4.54 
6.84 
7.37 
6.17 
5.88 
5.16 
8.68 
8.76 
7.36 
10.00 
9.54 
10.60 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 



t segia - _ 

(segid 3A4 and resid 254 and name CA ) 11.85 
(segid 3A4 and resid 255 and name CA ) 13.89 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 

3« » as £ r„s =s » s = | ! s £ a 2 ii SEs: 
Es S II 2 S is SEii S b s =2 s = = 3: 

assign (segid 3A4 and resid 246 and name CA > 
(segid 3A4 and resid 246 and name CA > 
Isegid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CA ) 
Q33i y„ (segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 24 6 and name CB ) 



35 



40 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 392 and name CA > 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA } 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 24"? and name C ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 



IS S 5= and =5 iji ana naue CB j ffi 3M and resid £47 and n- « 
assign (segid 3A4 and resid 246 and name CB ) Isegia .mm ana «w j „ 



45 



50 



55 



60 



65 



assign 
assign 



(segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 24 6 and name CB ) 
assign (segid 3A4 and resid 246 and name CB 
assign (segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 246 and name CB 
assign (segid 3A4 and resid 24 6 and name CB ) 
assign (segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 24 6 and name CB ) 
assign (segid 3A4 and resid 246 and name CB 
assign (segid 3A4 and resid 246 and name CB J 
assign (segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 246 and name CB > 
assign (segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 24 6 and name CB ) 
assign (segid 3A4 and resid 246 and name CB 

(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 24 6 and name CB ) 
assign (segid 3A4 and resid 24 6 and name CB 
assign (segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 246 and name CB ) 
I sea id 3A4 and resid 24 6 and name CB ) 

19 . . . i i * e i nn 



\ acy i-w -«-»>■ — _ . 

(segid 3A4 and re3id 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA ) 
(segad 3A4 and resid 249 and name N ) 
and resid 250 and name CA > 
and resid 250 and name CB ) 
and resid 250 and name N ) 
VijeyjLlJ and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



15.56 
17.20 
18.50 
17.75 
16.58 
16.32 
18.46 
16.68 
17.36 
15.37 
13.99 
16.15 
18.55 
5.47 
4.55 
5.45 
3.23 
6.28 
6.92 
6.89 
7-37 
5.71 
6.82 
6.41 
5.98 
6.96 
6.40 
6.17 
9.72 
9.86 
11.26 



assign 
assign 
assign 
assign 
assign 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 246 and name CB 
{segid 3A4 and resid 246 and name CB J 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 246 and name CB ) 
assign (segid 3A4 and resid 246 and name CB 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 216 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 24 6 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 



{segia jh« anu tog*.** ---- — - — - - 

(segid 3A4 and resid 252 and name CB ) 10.88 
(segid 3A4 and resid 253 and name CA ) 11.56 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA J 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
( segid 3A4 and resid 258 and name CB > 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA > 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name O J 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 



12.57 
14.85 
16.64 
18.08 
16.43 
18.72 
IB. 55 
16.20 
15.87 
IB. 35 
16.87 
17.64 
15.68 
14.29 
16.78 
2.49 
1.46 
2.46 
3.54 
4.70 
4.24 
5.02 
2.84 
5.74 
5.62 
5.36 



0.04 
0.01 
0.03 
0.07 
0.07 
0.12 
0.05 
0.10 
0.11 
0.O5 
0.03 
0.12 
0.20 
0.22 
0.26 
0.17 
0.12 
0.11 
0.14 
0.12 
0.09 
0.26 
0.36 
0.48 
0.33 
0.45 
0.39 
0.44 
0.54 
0.72 
0.39 
0.33 
0.31 
0.36 
0.39 
0.41 
0.56 
0.07 
0.08 
0.13 
0.09 
0-05 
0.08 
0.09 
0.13 
0.09 
0.15 
0.06 
0.05 
0.30 
0.34 
0.22 
0.19 
0.15 
0.14 
0.07 
0.31 
0.48 
0.50 
0.32 
0.43 
0.49 
0.54 
0.67 
0.56 
0.74 
0.43 
0.39 
0.37 
0.41 
0.44 
0.46 
0.01 
0.00 

o.oi 

0.03 
0.03 
0.04 
0.10 
0.04 
0.03 
0.06 
0.06 



0.04 
0.01 
0.02 
0.06 
0.07 
0.12 
0.06 
0.10 
0.11 
0.04 
0.03 
0.13 
0.20 
0.23 
0.26 
0.17 
0.13 
0.12 
0.13 
0.12 
0.09 
0.27 
0.37 
0.48 
0.32 
0.44 
0.38 
0.45 
0.54 
0.72 
0.39 
0.32 
0.32 
0.36 
0.39 
0.41 
0.57 
0.07 
0.08 
0.13 
0.09 
0.06 
0.09 
0.09 
0.13 
0.09 
0.15 
0.06 
0.05 
0.30 
0.35 
0.22 
0.18 
0.16 
0-14 
0.08 
0.31 
0.48 
0.49 
0.31 
0.44 
0.48 
0.54 
0.68 
0.56 
0.73 
0.44 
0.37 
0.37 
0.41 
0.44 
0.45 
0.00 
0.00 
0.00 
0.02 
0.03 
0.03 
0.09 
0.04 
0.03 
0.05 
0.05 



264 
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15 



) 

) 

> 

) 

) 

) 

) 

) 

) 

) 

) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 



assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and xesid 24b and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name N 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 24 6 and name 0 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 24 6 and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
20 assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
25 assign (segid 3A4 and resid 24b and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name 0 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
30 assign (segid 3A4 and resid 24 6 and name O 
assign (segid 3A4 and resid 246 and name 0 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 246 and name O 
35 assign (segid 3A4 and resid 246 and name O 
assign (segid 3A4 and resid 247 and name C 
assign (segid 3A4 and resid 247 and name C 
assign (segid 3A4 and resid 247 and name C 
assign (segid 3A4 and resid 247 and name C 
40 assign (segid 3A4 and resid 247 and name C 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
45 assign (seqid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
50 assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
assign (segid 3A4 and resid 247 and name 
55 assign (segid 3A4 and resid 247 and name C 
assign (segid 3A4 and resid 247 and name C 
assign segid 3A4 and resid 247 and name C 
assign (segid 3A4 and resid 247 and name C 
assign (segid 3A4 and resid 247 and name C ) 
60 assign (segid 3A4 and resid 247 and name C 
assign (segid 3A4 and resid 247 and name C 
assign segid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA 
65 assign (segid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA ) 
assign segid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA 
70 assign (segid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA 
75 assign (segid 3A4 and resid 247 and name CA 
assign (sogid 3A4 and resid 247 and name CA 
assign (segid 3A4 and resid 247 and name CA ) 
assign (sogid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA > 
80 assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 



(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 248 and name N 
(segid 3A4 and xesid 248 and name O 
{segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 24 9 and name CA 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 249 and name O ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 250 and name N 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name C ) 
< segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA ) 



C 
C 
C 
C 
C 
C 
C 

c 

C 
C 
C 
C 

i c 
c 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 

) 

) 
) 
) 
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) 
) 
) 
) 
) 
) 



isegia Jiv* o«« j.e^*w. ~ • — - 
(segid 3A4 and resid 249 and name N 
(segid 3A4 and resid 249 and name O 
(segid 3A4 and resid 250 and name C 



tsegio or** -»-^"** — „ : 

(segid 3A4 and resid 250 and name CA ) 

* 3 . , j OCA an/4 nama PR 1 



(segia j/v» emu —~ — - 

(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 250 and name N , 
(segid 3A4 and resid 250 and name O 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resid 252 and name N ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C J 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 24 9 and name N ) 
(segid 3A4 and resid 249 and name O ) 
(segid 3A4 and resid 250 and name C ) 
(segid 3A4 and resid 250 and name CA 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name N ) 
(segid 3A4 and resid 250 and name O 
(segid 3A4 and resid 251 and name C 
(segid 3A4 and resid 251 and name CA J 
(segid 3A4 and resid 251 and name CB J 
(segid 3A4 and resid 251 and name CG 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resid 251 and name O * 

. . , » 00 -.nrl name 



5.42 
4.36 
6.82 
6.42 
5.56 
4.79 
7.61 
7.22 
7.03 
6.08 
3.23 
3.05 
2.76 
4.23 
2.24 
3.44 
4.31 
4.61 
5.59 
3.64 
5.22 
3.90 
3.88 
3.48 
5.06 
5.08 
3.88 
3.55 
3.05 
6,18 
6.55 
6.83 
6.71 
5.17 
7.12 
2.49 
1.23 
2.97 
2.44 
3.71 
i. 33 
3.84 
4.42 



(segid 3A4 and resid 252 and name CA ) 



(segia ai»v* *.^o*v- ----- — 

(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 252 and name HI 
(segid HEM and resid 1 and name CMD) 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 248 and name C J 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 24 9 and name N 
(segid 3A4 and resid 249 and name O 1 
(segid 3A4 and resid 250 and name C > 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name N 
(segid 3A4 and resid 250 and name O ) 
(segid 3A4 and resid 251 and name C 
(segid 3A4 and resid 251 and name CA 
segid 3A4 and resid 251 and name CB 
segid 3A4 and resid 251 and name CG 
(segid 3A4 and resid 251 and name N ) 



0.12 
0.04 
0.07 
0.08 
0.07 
0.05 
0.09 
0.17 
0.24 
0.13 
0.05 
0.00 
0.02 
0.03 
0.01 
0.06 
0.20 
0.18 
0.22 
0.15 
0.26 
0.22 
0.18 
0.18 
0.23 
0.28 
0.27 
0.27 
0.25 
0.28 
0.23 
0.21 
0.14 
0.24 
0.24 
0.03 
0.00 
0.03 
0.02 
0.02 
0.01 
0.09 
0.06 
0.11 
0.13 
0.07 
0.08 
0.09 
0.21 
0.07 
0.08 
0.15 
0.14 
0.16 
0.15 
0.09 
0.15 
0.15 
0.13 
0.16 
0.24 
0.02 
0.02 
0.02 
0.03 
0.03 
0.05 
0.03 
0.10 
0.07 
0.10 
0.11 
0.09 
0.15 
0.14 
0.25 
0.09 
0.14 
0.15 
0.14 
0.16 
0.11 
0.12 



,36 
.19 
.50 
.78 
.44 
.28 
3.70 
5.98 
6.13 
5.04 
4. 68 
4.34 
4.08 
7.29 
7.28 
7.26 
6.01 
7.50 
1.54 
1.52 
2.40 
4.39 
3.83 
4.88 
2.45 
5.32 
5.39 
5.37 
4.32 
6.52 
5.63 
5.04 
4.43 
4.46 
6.79 
7.38 
6.17 
5.89 
5.28 
5.14 



0.12 
0.04 
0.06 
0.08 
0.07 
0.06 
0.08 
0.18 
0.25 
0.13 
0.06 
0.08 
0.02 
0.04 
0.01 
0.05 
0.21 
0.18 
0.22 
0.16 
0.27 
0.21 
0.18 
0.18 
0.23 
0.27 
0.27 
0.26 
0.?5 
0.27 
0.22 
0.21 
0.15 
0.23 
0.24 
0.03 
0.01 
0.04 
0.01 
0.03 
0.01 
0.09 
0.07 
0.10 
0.12 
0.08 
0.08 
0.10 
0.20 
0.06 
0.09 
0.14 
0.14 
0.16 
0.14 
0.10 
0.15 
0.15 
0.13 
0.16 
0.23 
0.01 
0.02 
0.01 
0.04 
0.03 
0.06 
0.03 
0.11 
0.08 
0.10 
0.11 
0.10 
0.14 
0.15 
0.25 
0.09 
0.15 
0.15 
0.15 
0.16 
0.10 
0.13 
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25 



(segid 3A4 and reaid 253 and name CA ) 
(segad 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 



assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA 

assign (segid 3A4 and resid 247 and name CA -~ «~ — — and name ^ , 

assign (segid 3A4 and resid 247 and name CA ) (segia j*« ««» 

assign selid 3A4 and resid 247 and name CA segid 3A4 and resid 259 and name 
assign selid 3A4 and resid 247 and name CA segid 3A4 and resid 319 and name 
assign (segid 3A4 and resid 247 and name CA segid 3A4 and resid 384 a ^ 
assign (segid 3A4 and resid 247 and name CA ) (segia ja« ana res^ ooc ^ rji , 

assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA ) 
assign (segid 3A4 and resid 247 and name CA 

assiln (segid 3A4 and resid 247 and name CA i = ^ — — ™ ^ name ^ , 
assign (segid 3A4 and resid 247 and name CA ) segid JA* ana 

assign (segid 3A4 and resid 247 and name CA segid 3A4 and resid 39^ ^ ^ ^ ) 



66 
68 
36 
98 



(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 



10.29 
11.81 
14.11 
16.16 
16.91 
16.01 
18.14 
17.45 
18.18 
18.38 
18.33 
18.78 
16.82 
16.91 
14*34 
14.38 
15.81 
16.90 
13.83 
14.57 
12.01 
10.59 
12.84 
16.46 



30 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



40 



45 



50 



55 



53£ 3A4 and" resid" 247 and name CA > (segid 3A4 and resid 394 and name CB , £12 

si§lllli iiiaiisif 

(segid 3A4 and resid 248 and name C ) 

(segid 3A4 and resid 248 and name CA ) 

(segid 3A4 and resid 248 and name CB ) 

(segid 3A4 and resid 248 and name N > 

(segid 3A4 and resid 248 and name O ) 

(segid 3A4 and resid 249 and name C ) 

(segid 3A4 and resid 24 9 and name CA ) 

(segid 3A4 and resid 249 and name N ) 



(&egid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB 
assign (segid 3A4 and resid 247 and name CB 
assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 

assign (segxd 3A4 and resid 247 and name CB J-y- — ™ — and name O ) 
assign (segid 3A4 and resid 247 and name CB segid 3A4 and resi na me C ) 

= 3 S 2 S 2=| sfes s s S s 2 = ? I 

(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ------ 

assign (segid 3A4 and resid 247 and name CB (segid 3A4 
assign (segid 3A4 and resid 247 end name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 
60 assign (segid 3A4 and resid 247 and name CB ) (segid 3A4 
assign (segid 3A4 and resid 247 and name CB > 
assign (segid 3A4 and resid 247 and name CB ) 

assign (segid 3A4 and resid 247 and name CB , J segia „. „ = _ 

65 EE 3 £ 2 S h s = s : s? s s s s = s ; 



assign 
assign 
assign 
assign 
assign 



( segia j«h - - 

(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and reaid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(seqid 3A4 and resid 259 and name CB ) 



16.60 
15.22 
17.55 
17.16 
5.37 
4-44 
5.32 
3.11 
6.25 
6.77 
6.71 
5.53 
7.87 
6.72 
6.34 
5.64 
5.86 
7.85 
6.87 
6.31 
5.41 
6.07 
9.61 
9.69 
11.21 
11.27 
12.54 
15.01 
17.22 
17.78 
16.83 
18.83 
18.07 
18-69 
18.54 
19.09 



70 



75 



80 



assiqn jni on*- — _ 

assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name CB ) 



assign (segid 3A4 and resid 247 and name CB 

assign (segid 3A4 and resid 247 and name CB 

assign (segid 3A4 and resid 247 and name CB 

assign (gegid 3A4 and resid 247 and name CB 

. . ». a 1 <4 •Jill and name* CVX 



assign 1 segia jmi «»nu «• — - - — • 

assign (segid 3A4 and resid 247 and name CB > 



assign ^egia a*— --- - " 

assign (segid 3A4 and resid 247 and name CB 
assign (segid 3A4 and lesid 247 and name CB 
assign (segid 3A4 and xesid 247 and name CB 
assign (segid 3A4 and resid 247 and name CB 
assign (segid 3A4 and resid 247 and name CB 
assign (segid 3A4 and resid 247 and name CB . 
assign (segid 3A4 and resid 247 and name CB , 



< segia o«i — 

(segid 3A4 and resid 388 and name CA 16.55 
(segid 3A4 and resid 388 and name CB ) 16.61 
(segid 3A4 and resid 389 and name CA ) 14. 34 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA J 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and tesid 395 and name CA ) 
(segid 3A1 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 



0.15 
0.11 
0.15 
0.19 
0.20 
0.61 
0.36 
0.55 
0.48 
0.52 
0.43 
0.53 
0.53 
0.25 
0.23 
0.44 
0.28 
0.37 
0.39 
0.58 
0.27 
0.28 
0.24 
0.24 
0.32 
0.35 
0.41 
0.36 
0.34 
0.49 
0.56 
0.60 
0.55 
0.52 
0.06 
0.05 
0.08 
0.06 
0.10 
0.05 
0.09 
0.10 
0.07 
0.07 
0.11 
0.23 
0.06 
0.09 
0.13 
0.17 
0.16 
0.07 
0.13 
0.12 
0.14 
0.12 
0.66 
0.37 
0.61 
0.55 
0.59 
0.45 
0.51 
0.29 
0.26 
0.48 
0.27 
0.35 
0.38 
0.55 
0.29 
0.31 
0.26 
0.26 
0.28 
0.28 
0.42 
0.37 
0.37 
0.52 
0.58 
0.62 
0.55 



14.51 
15.81 
16.81 
13.94 
14.76 
11.79 
10.31 
12.80 
16.44 
17.06 
17.77 
16.48 
15.11 
17.74 



0.14 
0.11 
0.15 
0.18 
0.21 
0.62 
0.36 
0.56 
0.48 
0.52 
0.44 
0.53 
0.54 
0.25 
0.22 
0.45 
0.27 
0.38 
0.40 
0.58 
0.27 
0.28 
0.25 
0.25 
0.33 
0.34 
0.41 
0.36 
0.34 
0.49 
0.56 
0.59 
0.55 
0.52 
0.06 
0.05 
0.08 
0.06 
0.11 
0.06 
0.10 
0.11 
0.06 
0.08 
0.10 
0.23 
0.06 
0.09 
0.12 
0.16 
0.16 
0.07 
0.14 
0.13 
0.14 
0.11 
0.66 
0.37 
0.61 
0.56 
0.60 
0.44 
0.51 
0.29 
0.25 
0*48 
0.27 
0.34 
0.39 
0.55 
0.29 
0.31 
0.25 
0.26 
0.28 
0.27 
0.42 
0.38 
0.36 
0.51 
0.59 
0.61 
0.54 



266 



assign (segid 3A4 and resid 247 and name CB ) 
assign (segid 3A4 and resid 247 and name N ) 



(segid 3A4 and resid 397 and name CB ) 17.41 



assign 
assign 
assign 
assign 



10 



15 



20 



25 



30 



35 



40 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



) 

) 

) 

) 

) 

) 

) 

) 

) 

) 
) 
1 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 



45 



50 



55 



\ auyxu 

(segid 3A4 and resid 247 and name n 
(segid 3A4 and re3id 247 and name N 
(segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name H 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name H 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
assign (segid 3A4 and resid 247 and name N 
(segid 3A4 and resid 247 and name n 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name 0 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name 0 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
assign (segid 3A4 and resid 247 and name O 
assign (segid 3A4 and resid 247 and name O 
assign (segid 3A4 and resid 247 and name O 
assign (segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 247 and name O 
(segid 3A4 and resid 24 7 and name O 
(segid 3A4 and resid 247 and name O 
assxyn (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name c 
assign (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
88SiU « (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
(segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name C 
assign (segid 3A4 and resid 248 and name CA ) 
assign (segid 3A4 and resid 248 and name CA ) 
assign (beg id 3A4 and resid 248 and name CA ) 
assign (segid 3A4 and resid 248 and name CA ) 
assign (segid 3*4 and resid 248 and name CA ) 
assign (segid 3A4 and resid 248 and name CA ) 
assign (segid 3A4 and resid 24 B and name CA ) 



(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name C > 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name N ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 249 and name O ) 
(segid 3A4 and resid 250 and name C ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A1 and lesid 250 and name CB ) 
(segid 3A4 and resid 250 and name N ) 
(segid 3LA4 and resid 250 and name O ) 
(segid 3A4 and tesid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG > 



2.43 
1.45 
2.47 
3.45 
4.67 
4.21 
4.97 
2.82 
5.76 
5.52 
5.23 
4.24 
6.74 
6.39 
5.54 
5.01 
4.72 
7.58 
7.23 
7.05 
6.60 
6.07 
3.30 
2.91 
2.77 



assign 
assign 
assign 
assign 
assign 
assign 
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70 



75 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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) 
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) 

) 

) 

) 

) 
) 
> 
) 
) 
) 
) 
) 



80 



(segid 3A4 and resid 251 and name N 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name C 
{segid 3A4 and resid 248 and name CA ] 
(segid 3A4 and resid 248 and name CB * 
(segid 3A4 and resid 248 and name N 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 249 and name CA 
(segid 3A4 and resid 249 and name N 
(segid 3A4 and resid 24 9 and name O 
(segid 3A4 and resid 250 and name C 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name N ) 
(segid 3A4 and resid 250 and name O ) 
(segid 3A4 and resid 251 and name C } 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name H ) 
(segid 3A4 and resid 251 and name O ) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name N ) 
(segid 3A4 and resid 253 and name N ) 
(segid 3A4 and resid 254 and name N ) 
(segid HEM and resid 1 end name CMD) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA } 
(segid 3A4 and resid 249 and name M ) 
(segid 3A4 and resid 249 and name O ) 
(segid 3A4 and resid 250 and name C ) 
(&egid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name H > 
(segid 3A4 and resid 250 and name O ) 
(segid 3A4 and resid 251 and name C > 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resid 251 and name O ) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name N ) 
(segid 3A4 and resid 252 and name O ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 253 and name N ) 
(segid 3A4 and lesid 254 and name N > 
(segid 3A4 and resid 248 and name C > 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name 0 ) 
(segid 3A1 and resid 249 and name C 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 249 and name O ) 



0.51 
0.01 
0.02 
0.03 
0.02 
0.05 
0.05 
0.09 
0.04 
0.09 
0.08 
0.10 
0.10 
0.10 
0.16 
0.18 
0.26 
0.11 
0.17 
0.13 
0.15 
0.10 
0.12 
0.07 
O.04 
0.03 
O.03 
0.02 
0.13 
0.13 
0.16 
0.16 
0.13 
0.09 
0.10 
0.20 
0.12 
0.09 
0.16 
0.14 
0.15 
0.11 
0.12 
0.17 
0.19 
0.17 
0.15 
0.17 
0.18 
0.12 
0.23 
0.03 
0-01 
0.04 
0.02 
0.00 
0.04 
0.07 
0.11 
0.16 



0.51 
0.02 
0.01 
0.03 
0.01 
0.05 
0.05 
0.10 
0.04 
0.09 
0.09 
0.09 
0.10 
0.10 



.17 
.18 
.27 
.12 
.17 
.13 



) 
i 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 



26 
25 
,42 
.90 
.22 
.29 
.83 
3.68 
3. 59 
3.53 
3.10 
4.85 
5.01 
3.86 
3.64 
3.40 
2.91 
6.15 
7.19 
6.38 
6.56 
5.03 
6.90 
7.65 
6.52 
2.49 
1.24 
3.02 
2.43 
1.32 
3.85 
4.56 
4.48 
5.26 
3.30 
5.63 
4.98 
4.62 
4.43 
5.02 
3.85 
6.19 
6.22 
5.16 
4.70 
4.27 
7.39 
7.35 
6.06 
7.86 
1.52 
1.53 
2.39 
4.39 
3.81 
2.44 
5-29 



11 
0.06 
0.13 
0.12 
0.13 
0.18 
0.09 
0.13 
0.14 
0.14 
0.15 
0.14 
0.15 
0.15 
0.14 
0.06 
0.01 
0.01 
0.02 
0.03 
0.03 
0.03 
0.03 



0.14 
0.10 
0.12 
0.08 
0.04 
0.03 
O.04 
0.02 
0.13 
0.13 
0.15 
0.16 
0.14 
0.08 
0.10 
0.19 
0.12 
0.09 
0.17 
0.15 
0.15 
0.12 
0.11 
0,16 
0.18 
0.17 
0.14 
0.17 
0.17 
0.12 
0.23 
0.03 
0.01 
0.04 
0.02 
0.01 
0.03 
0.07 
0.12 
0.15 
0.11 
0.07 
0.12 
0.11 
0.13 
0.18 
0.09 
0.12 
0.14 
0.15 
0.15 
0.15 
0.15 
0.15 
0.14 
0.05 
0.01 
0.00 
0.02 
0.03 
0.02 
0.02 
0.04 
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10 



15 



assxgn (segxd 3A4 and resxd 248 and name a , <£* 3A4 and reaxd 250 and name , 5.47 

assxgn (segxd 3A4 and resxd 248 and nana a segxd 5M ana g M 

assxgn (segxd 3A4 and resxd 248 and name a segxd 3A4 and resxd » ^ ^ b } 

aaaxgn (segxd 3A4 and resid 248 and nana CA aegxd 3* name Q , e.60 

aasxgn (segxd 3A4 and resxd 248 and name CA Uegia s ^ ^ c , „ 

aaaxgn (aegxd 3A4 and resid 248 and name a segia £ resi(j ^ apd name m 

aasxgn (segid 3A4 and reald 248 and name a » segxa naoe CB f 4 s6 

assxgn (aegid 3A4 and reaid 248 and name a aegxd 3M ana r^ ^ ^ ( ^ 7(J 

assxgn (aegld 3A4 and resxd 248 and name a ) (segxa Jfti ana . _ „ , 



assxgn isegi-a j*v — - 

assxan (aegld 3A4 and resxd 248 and name a > 
assign (segxd 3A4 and resxd 248 and name CA 
assxgn (segxd 3A4 and resxd 248 and name CA } 
assxgn (segxd 3A4 and reaxd 248 and name a 
assxgn (seoxd 3A4 and resxd 248 and name a 



(segxd 3A4 and resid 251 and name N 
(segid 3A4 and res id 251 and name O 
<segid 3A4 and resid 252 and name C 
[segxd 3A4 and resxd 252 and name CA 
{segxd 3A4 and resxd 252 and name CB 



20 



assxgn (segxd 3A4 and resxd 248 and name £ ™ ~~ — 252 ^ name N , 

assxgn (segxd 3A4 and resxd 248 and name CA segxd zm ^ ^ ^ ) 

assxgn (segxd 3A4 and resxd 248 and name CA segxd 3A ^ ^ ^ R , 

assxgn (segxd 3A4 and resxd 248 and name CA segxd 3A« ^ ^ ^ , 

assxgn (segxd 3A4 and resxd 248 and name CA segxd 3A* a ^ ^ ^ } 

assxgn Kg? SS ana SS? SS S = « ! - and resid 256 and name CA , 



25 



30 



40 



45 



50 



55 



assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assxgn 
assxgn 
assxgn 
assign 
assign 



(segid 3A4 and resid 257 and name CA ) 
{segid 3A4 and resxd 258 and name CA ) 
(segid 3A4 and resxd 258 and name CB » 
[segxd 3A4 and resxd 259 and name CA ) 
{segxd 3A4 and resxd 259 and name CB ) 
{segxd 3A4 and resxd 260 and name CA ) 
(segid 3A4 and resxd 260 and name CB ) 
{segxd 3A4 and resxd 384 and name CA ) 
(segxd 3A4 and resxd 388 and name CA 
{segxd 3A4 and resxd 389 and name CA ) 
(segxd 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resxd 392 and name CB ) 
{segid 3A4 and resxd 393 and name CA > 
(segxd 3A4 and reaxd 248 and name « , (segxd 3A4 and resxd 3|« and name a > 
(aegxd 3A4 and resxd 248 and name a ) segxa mv, sno " . ^ , 

Uegxd 3A4 and reaxd 248 and name CA segxd 3A and resxd 39S and n^ ^ j 
(segxd 3A4 and resxd 2 8 and name CA segxd 3A4 ana « ^ ^ nMe CB , 



assxgn (segxd 3A4 and resxd 248 and name CA 
assxgn {segxd 3A4 and resxd 248 and name CA ) 
assxgn (segxd 3A4 and resxd 248 and name CA ) 
assxgn I segxd 3A4 and resxd 248 and name CA 
assign (oegid 3A4 and resid 248 and name CA ) 
assign (segxd 3A4 and resxd 248 and name CA ) 
assign (segid 3A4 and resid 24B and name CA 
assxgn (segid 3A4 and resid 248 and name CA 
assxgn (segxd 3A4 and resid 248 and name CA 
assxgn (segxd 3A4 and resxd 248 and name CA 
assxgn (segxd 3A4 and resxd 248 and name CA 
assxgn (segid 3A4 and resxd 248 and name CA ) 
assign (segxd 3A4 and resxd 248 and name CA 
assxgn (segxd 3A4 and resxd 248 and name CA 
35 assxgn (segxd 3A4 and resxd 248 and name CA ) 
assxgn (segxd 3A4 and resxd 248 and name CA 
assxgn (segxd 3A4 and resxd 248 and name CA 
(segxd 3A4 and resid 248 and name CA 
(segid 3A4 and resxd 248 and name CA ) 



(segxd 3A4 
(segxd 3A4 



60 



65 



and resxd 248 and name CA ) 
Jrti and resxd 248 and name CA ) 
(segid 3A4 and resxd 248 and name CA > 
(segid 3A4 and resxd 248 and name CA ) 
(segxd 3A4 and resxd 248 and name CB ) 
(segid 3A4 and resxd 248 and name CB ) 
(begid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 248 and name CB > 
assign (segid 3A4 and resid 248 and name CB ) 
assign (segid 3A4 and resid 248 and name CB ) 
assign (segid 3A4 and resid 248 and name CB ) 
assign (segxd 3A4 and resid 248 and name CB 1 
assxgn (segxd 3A4 and resid 248 and name CB ) 
assxgn (segxd 3A4 and resid 248 and name CB ) 
assxgn (segxd 3A4 and resxd 248 and name CB ) 
assxgn (segxd 3A4 and resxd 248 and name CB ) 
assxgn (segid 3A4 and resxd 248 and name CB ) 
assxgn (segid 3A4 and resid 248 and name CB ) 
assxgn (segxd 3A4 and lesid 248 and name CB ) 
assxgn (segxd 3A4 and resid 248 and name CB ) 
assxgn {segxd 3A4 and resxd 248 and name CB ) 



(segxd 3A4 and resxd 396 and name CB ) 
(segxd 3A4 and resxd 397 and name CA ) 
(segid 3A4 and resxd 397 and name CB ) 
Isegxd 3A4 and resxd 400 and name CB 
(segxd 3A4 and resxd 249 and name C ) 
{segxd 3A4 and resxd 249 and name CA ) 
(segid 3A4 and resxd 249 and name N 
(segid 3A4 and resxd 249 and name O ) 
{segxd 3A4 and resxd 250 and name C ) 
{segid 3A4 and resid 250 and name CA ) 
(segxd 3A4 and resxd 250 and name CB ) 
(segxd 3A4 and resxd 250 and name N ) 
(segxd 3A4 and resxd 251 and name C ) 
(segxd 3A4 and resxd 251 and name CA > 
(segid 3A4 and resxd 251 and name CB ) 
(segid 3A4 and resxd 251 and name CG ) 
(segid 3A4 and resxd 251 and name N ) 
(segxd 3A4 and resxd 252 and name CA > 
(segxd 3A4 and resxd 252 and name CB ) 
(segxd 3A4 and resxd 252 and name N ) 
(segxd 3A4 and resxd 253 and name CA ) 
(segxd 3A4 and resxd 254 and name CA J 
(segxd 3A4 and resxd 255 and name CA ) 
(segxd 3A4 and resxd 256 and name CA 1 
(segxd 3A4 and resxd 257 and name CA ) 



70 



assxgn (segxd 3A4 and resxd 248 and name CB ^ ^ ^™ ^ ^ ^ , 

assxgn (segxd 3A4 and resxd 248 and name CB segxd 3A ana resxa ^ 

assxgn (segxd 3A4 and resxd 248 and name CB ) segxd 3A4 and resxd ||« 

assxgn (segid 3A4 and resxd 248 and name CB segxd 3A4 and resxd ||| cfi 

assxgn (segxd 3A4 and resxd 248 and name CB segxd 3A4 and resxd ||3 

assxgn (segid 3A4 and resxd 248 and name CB ) (segxd 3A4 and resxa zou ano _ ^ , 
assign (segid 3A4 and resxd 248 and name CB ) 
assign (segid 3A4 and resxd 248 and name CB ) 
75 assxgn (segid 3A4 and resxd 248 and name CB ) 

assign (segid 3A4 and resxd 248 and name CB |segxu ^ ™ -j- _ ^ ^ ) 

assxgn (segid 3A4 and resxd 248 and name CB segxa w « name ^ } 

assxgn {segid 3A4 and resxd 248 and name CB segxd 3A4 and rosxa ^ 

assign (segid 3A4 and resid 248 and name CB segxd 3A4 and resia J| cb , 

assign (segid 3A4 and resxd 248 and name CB segxd 3A4 and resxa ^ ^ 

assign (segid 3A4 and resid 248 and name CB segid 3A4 and resxa | 

assign (segid 3A4 and resid 248 and name CB segid 3A4 and resid g and name ^ , 

assign (segid 3A4 and resid 248 and name CB ) (segid 3A4 ana res a 



(segxa 3J\t t»nu 4.«o*x» — __ : 

(segxd 3A4 and resid 260 and name CB 1 

(segid 3A4 and resid 389 and name CA ) 

(segxd 3A4 and resxd 389 and name CB ) 

(seaxd 3A4 and resxd 390 and name CA ) 



80 



4.56 
6.97 
7.46 
6.29 
5.93 
5.30 
8.73 
7.41 
9-97 
10.60 
12.24 
14.82 
16.15 
15.52 
16.89 
16.04 
18.46 
17.94 
19.42 
19.65 
17.01 
17.12 
17.82 
18.87 
15.19 
15.62 
13.24 
11.97 
12.98 
16.74 
17.68 
17.88 
15.74 
14.26 
16.74 
16.59 
18.00 
5.43 
4.49 
3.18 
6.28 
6.89 
6.82 
7.32 
5.62 
6.95 
6.50 
5.80 
6.08 
5.99 
7.09 
6.48 
6.31 
9.72 
11.27 
11.71 
13.08 
15.78 
17.31 
16.75 
17.91 
17.02 
19.30 
18.72 
18.47 
18.59 
19.30 
16.65 
17.07 
14.59 
13.32 
14.23 
18.02 
19.00 



0.07 
0.12 
0.19 
0.10 
0.06 
0.15 
0.15 
0.18 
0.25 
0.10 
0.16 
0.15 
0.16 
0.16 
0.17 
0.15 
0.14 
0.06 
0.73 
0.46 
0-56 
0.48 
0.54 
0.44 
0.55 
0.46 
0.52 
0.20 
0.20 
0.36 
0.56 
0.21 
0.23 
0.25 
0.29 
0.37 
0.39 
0.38 
0-36 
0.36 
0.46 
0.51 
0.50 
0.60 
0.57 
0.76 
0.05 
0.07 
0.07 
0.06 
0.08 
0.10 
0.18 
0.08 
0.16 
0.16 
0.21 
0.30 
0.09 
0.20 
0.22 
0.18 
0.18 
0.10 
0.77 
0.50 
0.56 
0.49 
0.55 
0.44 
0.55 
0.48 
0.53 
0.35 
0.55 
0.21 
0.26 
0.31 
0.36 
0-38 
0.39 
0.38 
0.38 



0.08 
0.11 
0.20 
0.09 
0.06 
0.15 
0.15 
0.18 
0.26 
0.09 
0.16 
0.15 
0.17 
0.17 
0.16 
0.15 
0.14 
0.06 
0.73 
0.46 
0.57 
0.49 
0.54 
0.44 
0.55 
0.46 
0.51 
0.20 
0.21 
0.36 
0.57 
0.22 
0.23 
0.25 
0.28 
0.37 
0.40 
0.37 
0.37 
0.36 
0.47 
0.52 
0.51 
0.59 
0.58 
0.76 
0.04 
0.06 
0.06 
0.06 
0.07 
0.09 
0.18 
0.08 
0.17 
0.17 
0.22 
0.30 
0.09 
0.20 
0.22 
0.18 
0.18 
0.10 
0.77 
0.51 
0.55 
0.48 
0.55 
0.44 
0.55 
0.47 
0.53 
0.35 
0.56 
0.21 
0.27 
0.30 
0.37 
0.39 
0.40 
0.38 
0.37 
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assign (segxd 3A4 and resxd 246 and name CB ) 
assxgn (segxd 3A4 and resxd 248 and name CB 1 
assign (aegid 3A4 and resid 248 and name CB ) 
assign (aegid 3A4 and resid 248 and name CB ) 
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15 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 



20 



25 



30 



35 



assxgn 
assxgn 
assxgn 
assign 
assxgn 
assign 
assxgn 
assxgn 



40 



45 



50 



55 



60 



leegiu «.ww*w — - 

assxgn (segid 3A4 and resid 248 and name CB 
assxgn (segid 3A4 and resid 248 and name N 
(segid 3A4 and resid 248 and name N 
(segxd 3A4 and resxd 248 and name N 
(segid 3A4 and resxd 248 and name N 
(segxd 3A4 and resxd 248 and name N 
assign (segxd 3A4 and resxd 248 and name N 
assxgn (segid 3A4 and resxd 248 and name N 
assxgn (segxd 3A4 and resxd 248 and name N 
assxgn (segxd 3A4 and resxd 248 and name N 
assxgn (segxd 3A4 and resxd 248 and name N 
assxgn (segxd 3A4 and resxd 248 and name N 
assxgn (segxd 3A4 and resid 248 and name N 
assign (segxd 3A4 and resid 248 and name N 
assign (segid 3A4 and resxd 248 and name N 
assign (segid 3A4 and resxd 248 and name N 
assxgn (segxd 3A4 and resxd 248 and name N 
assign (segid 3A4 and resxd 248 and name N 
assxgn (segid 3A4 and resid 248 and name M 
assxgn (segid 3A4 and resid 248 and name N 
assign (segid 3A4 and resid 248 and name N 
assxgn (segid 3A4 and resid 248 and name N 
assxgn (segid 3A4 and resid 248 and name O 
assign (segid 3A4 and resxd 248 and name O 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resxd 248 and name O 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 248 and name 0 
(segid 3A4 and resid 248 and name O 
assign (segid 3A4 and resid 248 and name O 
assign (segid 3A4 and resid 248 and name O 
assign (segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resid 24B and name O 
(segid 3A4 and resid 24 B and name O 
(segid 3A4 and resid 248 and name 0 
(segid 3A4 and resid 248 and name O 
(segid 3A4 and resxd 248 and name O 
[segxd 3A4 and cesid 248 and name O 
(segxd 3A4 and resxd 248 and name O 
(segxd 3A4 and resxd 248 and name O 
(segxd 3A4 and resxd 248 and name O 
(segxd 3A4 and resxd 248 and name O 
(segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 249 and name C 
(segxd 3A4 and resid 249 and name C 
(segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 249 and name C 
(segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resxd 249 and name C 
assxgn (segid 3A4 and resid 249 and name C 
assxgn (segxd 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 24 9 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segid 3A4 and resid 249 and name C 
assign (segxd 3A4 and resxd 249 and name CA 



assxgn 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 
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) 
) 
) 
) 
) 
> 
) 
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) 
) 
) 
) 
) 
) 
) 
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) 
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65 



70 



75 



assign (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 249 and name CA ) 

80 assign (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 249 and name CA 

assign (segid 3A4 and resid 249 and name CA ) 



(segid 3A4 and resid 395 and name CA ) 18.98 
(segid 3A4 and resid 396 and name CA ) 16.70 
(segid 3A4 and resid 396 and name CB ) 15-20 
(segid 3A4 and resid 397 and name CA ) 17.82 
(segid 3A4 and resid 397 and name CB ) " 
(segid 3A4 and resxd 248 and name C ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resxd 248 and name CB ) 
(segid 3A4 and resid 248 and name O ) 
(segid 3A4 and re3id 249 and name C 1 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 249 and name M ) 
(segxd 3A4 and resxd 249 and name O ) 
(segid 3A4 and resxd 250 and name C ) 
(segxd 3A4 and resxd 250 and name CA ) 
(segxd 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name N ) 
(segid 3A4 and resid 250 and name O ) 
(segid 3A4 and resid 251 and name C ) 
(segxd 3A4 and resxd 251 and name CA ) 
(segxd 3A4 and resxd 251 and name CB ) 
(segxd 3A4 and resxd 251 and name CG ) 
(segxd 3A4 and resxd 251 and name N ) 
(segxd 3A4 and resxd 252 and name CA ) 
(segxd 3A4 and resxd 252 and name CB ) 
(segid 3A4 and resid 252 and name N ) 
(segxd 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name C ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 249 and name N ) 
(segid 3A4 and resid 249 and name O ) 
and resid 250 and name C ) 
and resid 250 and name CA ) 
and resid 250 and name CB ) 
vocyJ ^ and resid 250 and name N } 
(segid 3A4 and resid 250 and name 0 ) 
(segid 3A4 and resid 251 and name C ' ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resxd 251 and name 0 ) 
(segxd 3A4 and resxd 252 and name C ) 
[segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name N ) 
(segid 3A4 and resid 252 and name 0 ) 
(segid 3A4 and resid 253 and name C ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 253 and name N ) 
(segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resxd 249 and name 0 ) 
(segxd 3A4 and resid 250 and name C ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name N ) 
(segxd 3A4 and resxd 250 and name 0 ) 
(segxd 3A4 and resxd 251 and name C ) 
(segid 3A4 and resxd 251 and name CA ) 
(segxd 3A4 and resxd 251 and name CB ) 
(segxd 3A4 and resxd 251 and name CG ) 
(segxd 3A4 and resxd 2S1 and name N ) 
(segid 3A4 and resid 251 and name 0 ) 
(segid 3A4 and resxd 252 and name C ) 
(segid 3A4 and resid 252 and name CA > 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name N ) 
(segid 3A4 and resid 252 and name O ) 
(segid 3A4 and resxd 253 and name C ) 
(segxd 3A4 and resxd 253 and name CA ) 
(segxd 3A4 and resid 253 and name N ) 
(segxd 3A4 and lesid 253 and name O ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name H ) 
[segid 3A4 and resxd 249 and name C ) 
segid 3A4 and resid 24 9 and name O ) 
(segxd 3A4 and resxd 250 and name C ) 
segxd 3A4 and resxd 250 and name CA ) 
Iseqid 3A4 and lesxd 250 and name CB ) 
seqid 3A4 and resid 250 and name N ) 
Igegxd 3A4 and resxd 250 and name O J 
Iseqid 3A4 and resid 251 and name C ) 
(segid 3A4 and resid 251 and name CA ) 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 



) 
) 
) 
) 
) 
) 
) 
) 
J 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



17.75 
2.45 
1.46 
2.46 
3.50 
4.67 
4.19 
2.79 
5.74 
5.59 
5.29 
5.38 
4.28 
6.79 
6.52 
5.63 
5.10 
4.96 
4.80 
7.32 
7.07 
6.19 
3.27 
3.00 
2.76 
2.24 
3.45 
4.17 
4.45 
5.45 
3.49 
5.09 
3.99 
3.91 
3.81 
4.73 
3.40 
5.16 
5.14 
3.99 
3.60 
3.17 
6.28 
7.38 
6.52 
5.15 
7.07 
1.23 
3.03 
2.42 
3.70 
1.32 
3.88 
4.61 
4.52 
5.28 
6.04 
3.31 
5.67 
4.94 
4.62 
4.36 
3.91 
6.16 
6.04 
5.11 
4.18 
7.24 
6.98 
5.77 
1.51 
2.38 
4.41 
3.80 
4.85 
2.43 
5.33 
5.58 
5.51 



0.48 
0.53 
0.51 
0.62 
0.59 
0.01 
0.00 
0.03 
0.05 
0.04 
0.06 
0.07 
0.05 
0.07 
0.10 
0.20 
0.08 
0.06 
0.15 
0.14 
0.1B 
0.22 
0.08 
0.15 
0.14 
0.16 
0.09 
0.09 
0.04 
0.02 
0.07 
0.19 
0.21 
0.23 
0.17 
0.17 
0.12 
0.16 
0.14 
0.23 
0.19 
0.13 
0.12 
0.13 
0.18 
0.11 
0.13 
0.09 
0.12 
0.12 

o.io 

0.01 
0.04 
0.01 
0.02 
0.01 
0.11 
0.09 
0.08 
0.08 
0.06 
0.06 
0.15 
0.11 
0.10 
0.10 
0.11 
0.13 
0.17 
0.17 
0.14 
0.17 
0.19 
0.17 
0.01 
0.03 
0.04 
0.01 
0.02 
0.01 
0.10 
0.11 
0.09 



0.48 
0.53 
0.52 
0.61 
0.60 
0.01 
0.01 
0.03 
0.05 
0.03 
0.05 
0.07 
O.06 
0.06 
0.11 
0.21 
0.08 
0.06 
0.14 
0.14 
0.18 
0.21 
0.08 
0.15 
0.15 
0.16 
0.08 
0.09 
0.04 
0.02 
0.07 
0.20 
0.21 
0.23 
0.18 
0.18 
0.12 
0.16 
0.14 
0.24 
0.20 
0.12 
0.12 
0.14 
0.17 
0.11 
0.13 
0.09 
0-12 
0.11 
0.09 
0.01 
0.04 
0.01 
0.02 
0.01 
0.10 
0.10 
0.07 
0.07 
0.06 
0.07 
0.15 
0.11 
0.10 
0-10 
O.ll 
0.12 
0.18 
0.17 
0.14 
0.18 
0.19 
0.18 
0.02 
0.02 
0.04 
0.01 
0.03 
0.01 
0.10 

o.io 

0.09 
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10 



15 



20 



assign (segad 3A4 and resid 249 and name CA ) 
assign (segid 3A4 and resid 249 and name CA 
assign (segid 3A4 and resid 249 and name CA 
assign (segid 3A4 and resid 249 and name CA 
assign Isegid 3A4 and resid 249 and name CA ) 
assign (segid 3A4 and resid 249 and name CA 
assign (segid 3A4 and resid 249 and name CA ) 
assign (segid 3A4 and resid 249 and name CA 
assign (segid 3A4 and resid 249 and name CA ) 
assign (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 249 and name CA — — — name N } 
assign (segid 3A4 and resid 249 and name CA segid ^ ^ ^ ^ } 
assign (segid 3A4 and resid 249 and name CA segid 3A4 ana r 
assign (segid 3A4 and resid 249 and name CA segid 3A4 and r name CA ) 
assign (segid 3A4 and resid 249 and name CA segid a an an(j ^ ^ ) 
assign (segid 3A4 and resid 249 and name CA segid 3A4 and ^ ^ ^ } 
assign (segid 3A4 and resid 249 and name CA segia j name ^ 
assign (segid 3A4 and resid 249 and name CA segid 3A4 and r ^ ^ ^ } 
assign (segid 3A4 and resid 249 and name CA segid ja ^ ^ name ^ | 
assign (segid 3A4 and resid 249 and name CA j isegia Jrt _ ™ ^ ™ i 



(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resid 251 and name O ) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA > 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name M > 
(segid 3A4 and resid 252 and name O ) 
(segid 3A4 and resid 253 and name C ) 
(segid 3A4 and resid 253 and name CA ) 



5.94 
6.68 
4.41 
6.70 
5.81 
5.25 
4.58 
4.68 
7.04 
7.31 
6.22 
5.21 
8.41 
7.16 
9.89 
10.90 
12.78 
14.60 
14.13 
15.99 



assign ;aeyiu ->*-»-« - " _, 0 » . 

assign (segid 3A4 and resid 249 and name CA ) 
assign (segid 3A4 and resid 249 and name CA 
assign (segid 3A4 and resid 249 and name CA J 
assign (segid 3A4 and resid 249 and name CA 
25 assign (segid 3A4 and resid 249 and name CA ) 
assign (segid 3A4 and resid 249 and name CA ) 
assign (segid 3A4 and resid 249 and name CA ) 
assign (segid 3A4 and resid 249 and name CA 
assign (segid 3A4 and resid 249 and name CA 
30 assign (segid 3A4 and resid 249 and name CA ) 



(segid 3A4 and resid 259 and name CB ) 15.41 
(segid 3A4 and resid 260 and name CA ) 17.10 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 



assign (segid 3A4 and resid 249 and name « . J — — 39Q amJ name ^ , 

assign KgS 3A4 SS SSS S! SS name St 1 S£S 3A4 and resid 390 and name CB ) 



assign (acyiu «^nv» — 

assign (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 249 and name CA ) 

35 assign (segid 3A4 and resid 249 and name CA 

assign (segid 3A4 and resid 249 and name CA 

assign (segid 3A4 and resid 249 and name CA 

assign (segid 3A4 and resid 249 and name CA ) 

assign (segid 3A4 and resid 24 9 and name CA ) 

40 assign (segid 3A4 and resid 249 and name CA 



(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB > 
(segid 3A4 and resid 395 and name CA ) 



16.39 
18.88 
18.07 
17.15 
19.03 
19.17 
17.11 
16.92 
18.04 
19.27 
15.42 
15.69 
14.34 
13.23 
13.95 
17.44 
18.37 
19.19 



assign (segid 3A4 and resid 249 and name CA segia « -»» ™~ ^ ^ } 

assign (segid 3A4 and resid 249 and name CA segid 3A4 and nam e CB ) 15.63 

assign (segid 3A4 and resid 249 and name CA segid 3A4 an ^ ^ ^ ) 1?-1B 

assign (segid 3A4 and resid 249 and name CA segid 3A4 a ^ ^ cB } 1€M 

assign {=£3 SS S 5=2 m =3 -me S ! » £• «- resid 400 and name CB ) 18.51 

d y . . > O/IQ name M 



45 assign tsegiu ; — -- 

assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name N 
50 assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and cesid 249 and name M 
assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name N 
55 assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name M 
assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name N 
60 assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 24 9 and name N 
assign (segid 3A4 and resid 249 and name M 
assign (segid 3A4 and resid 249 and name N 
65 assign (segid 3A4 and resid 249 and name H 
assign (segid 3A4 and resid 249 and name N 
assign (segid 3A4 and resid 249 and name O 
assign segid 3A4 and resid 249 and name 0 
assign (segid 3A4 and resid 24 9 and name O 
70 assign (segid 3A4 and resid 249 and name O 
as"gn segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name O 
75 assign (segid 3A4 and resid 249 and name O 
assign segid 3A4 and resid 249 and name O 
assign segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and rosid 249 and name O 
80 assign (segid JA4 and resid 249 and name O 
assign (segid 3A4 and resid 24 9 and name O 
assign (segid 3A4 and resid 249 and name O 
assign segid 3A4 and resid 249 and name O 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 24 9 and name C ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 249 and name O ) 
(segid 3A4 and resid 250 and name C ) 
(segid 3A4 and resid 250 and name CA 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name N ) 
(segid 3A4 and resid 250 and name O ) 
(segid 3A4 and resid 251 and name C ) 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and lesid 251 and name N J 
(segid 3A4 and resid 251 and name O ) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name N ) 
(segid 3A4 and resid 252 and name O ) 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 253 and name N > 
(segid 3A4 and resid 250 and name C ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
Isegid 3A4 and resid 250 and name N ) 
segid 3A4 and resid 250 and name O ) 
(segid 3A4 and resid 251 and name C ) 
segid 3A4 and resid 251 and name CA ) 
segid 3A4 and resid 251 and name CB ) 
— " and resid 251 and name CG ) 
and resid 251 and name N ) 
iseqio m and resid 251 and name 0 ) 
(segid 3A4 and resid 252 and name C ) 
(seeid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name H ) 
(segid 3A4 and resid 252 and name 0 ) 
(segid 3A4 and resid 253 and name C ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 



0.10 
0.09 
0.08 
0.14 
0.13 
0.10 
0.10 
0.11 
0.15 
0.20 
0.21 
0.18 
0.19 
0.18 
0.49 
0.40 
0.49 
0.39 
0.45 
0.36 
0.52 
0.33 
0.36 
0.43 
0.63 
0.53 
0.28 
0.32 
0.49 
0.70 
0.33 
0.32 
0.34 
0.35 
0.44 
0.51 
0.35 
0.34 
0.34 
0.39 
0.40 
0.40 
0.49 
0.48 
0.61 
0.01 
0.01 
O.03 
0.04 
0.04 
0.09 
0.04 
0.07 
0.13 
0.12 
0.15 
0.14 
0.10 
0.14 
0.13 
0.12 
0.10 
0.14 
0.14 
0.18 
0.16 
0.OS 
0.03 
0.01 
0.01 
0.13 
0.12 
0.09 
0.10 
0.10 
0.07 
0.21 
0.13 
0.09 
0.10 
0.10 
0.14 
0.19 



2.42 
1.45 
3.46 
4.67 
4.18 
4.95 
2.78 
5.76 
5.69 
5.34 
5.43 
5.96 
4.30 
6.89 
6.55 
5.72 
5.14 
4.93 
7.77 
7.28 
6.14 
3.00 
2.76 
4.24 
2.24 
3.50 
4.18 
4.45 
5.43 
6.41 
3.48 
5.09 
3.89 
3.83 
3.63 
3.39 
5.08 
4.95 



0.11 
0.10 
0.08 
0.13 
0.14 
0.10 
0.10 
0.12 
0.14 
0.20 
0.20 
0.18 
0.19 
0.19 
0.50 
0.39 
0.50 
0.40 
0.45 
0.36 
0.51 
0.33 
0.35 
0.42 
0.62 
0.52 
0.29 
0.33 
0.48 
0.69 
0.32 
0.31 
0.33 
0.34 
0.45 
0.50 
0.36 
0.34 
0.35 
0.39 
0.40 
0.40 
0.49 
0.48 
0.61 
0.02 
0.01 
0.03 
0.04 
0.03 
0.08 
0.04 
0.07 
0.13 
0.13 
0.15 
0-14 
0.10 
0.13 
0.13 
0.12 
0.10 
0.14 
0.14 
0.19 
0.16 
0.05 
0.03 
0.02 
0.02 
0.13 
0.12 
0.10 
0.11 
0.09 
0.08 
0.21 
0.12 
0.09 
0.10 
0.10 
0.14 
0.20 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name C 
24 and name CA 



24 
24 



and name CA ) 
and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 



24 



assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name 0 
assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 249 and name O 
assign (segid 3A4 and resid 24 and name C 
assign (segid 3A4 and resid 24 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
I segid 3A4 and iesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and iesid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
c^ y „ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A1 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 253 and name CA > 
(segid 3A4 and resid 253 and name N ) 
(segid 3A4 and resid 253 and name O ) 
(segid 3A4 and resid 254 and name C ) 
Isegid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resid 255 and name H 
(segid 3A4 and resid 24 and name CB ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
Isegid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(&egid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(sogid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
and name lm , (segid 3A4 and resid 324 and name CB ) 
24 and name CA ) (segid 3A4 and resid 325 and name CA ) 
24 and name CA ) (segid 3A4 and resid 325 and name CB 
24 and name CA > (segid 3A4 and resid 32 and name CA 
24 and name CA ) (segid 3A4 and resid 32 and name CB 
24 and name CA ) CsegVd 3A4 and resid 331 and name CA 
24 and name CA ) (segid 3A4 and resid 331 and name CB 
and name CA > (segid 3A4 and resid 335 and name CA 
and name CA ) (segid 3A4 and resid 336 and name CA 
and name CA ) (segid 3A4 and resid 336 and name CB 
and name CA ) (segid 3A4 and resid 337 and name CA 
and name CA ) (segid 3A4 and resid 337 and name CB ) 
„. and name CA , (segid 3A4 and resid 338 and name CA 
24 and name CA ) (segid 3A4 and resid 338 and name CB 
24 and name CA ) (segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB j 
(segid 3A4 and resid 33 and name CA 
(segid 3A4 and resid 33 and name CB 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 341 and name CA 
segid 3A4 and resid 341 and name CB 
and name CA ) (segid 3A4 and resid 342 and name CA 
24 and name £ isegid 3A4 and resid 343 and name CA 
24 and name CA > (segid 3A4 and resid 343 and name CB 

(segid 3A4 and resid 34 4 and name CA ) 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and rosid 345 and name CA ) 
(segid 3A4 and iesid 345 and name CB 
24 and name CA ) (segid 3A4 and resid 346 and name CA 
24 and name CA ) (segid 3A4 and resid 346 and name CB 
24 and name CA ) (segid 3A4 and resid 349 and name CB 
24 and name CA ) (segid 3A4 and resid 34 and name CA ) 
24 and name CA ) (segid 3A4 and resid 34 and name CB ) 
24 3 ( S egid 3A4 and resid 38 and name CB > 



and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA } 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 



24 
24 
24 
24 
24 
24 
24 

24 

24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 



24 and name CA ) 
24 and name CA ) 
24 and name CA ) 
24 and name CA ) 



24 and name O ) 

25 and name C ) 
25 and name CA ) 
25 and name N ) 

25 and name O ) 

26 and name C ) 
26 and name CA ) 
26 and name N ) 
26 and name O ) 
29 and name C ) 
29 and name CA ) 
29 and name N ) 

29 and name O ) 

30 and name CA ) 
30 and name N ) 
30 and name O ) 
24 and name C ) 
24 and name CB ) 

24 and name O ) 

25 and name C ) 
25 and name CA ) 
25 and name N ) 

25 and name O ) 

26 and name C ) 
26 and name CA ) 
26 and name N ) 
26 and name O ) 
29 and name C ) 
29 and name CA ) 
29 and name N ) 

29 and name 0 ) 

30 and name C ) 
30 and name CA ) 
30 and name N ) 

30 and name 0 ) 

31 and name CA ) 
31 and name CB ) 



24 and name CA > 



3.9? 
3.02 
6.12 
7.06 
6.16 
4.85 
6.75 
2.51 
1.23 
3.32 
2.43 
1.33 
3.70 
5.75 
5.39 
4.18 
6.32 
6.06 
5-30 
5.41 
7.10 
6.98 
5.92 
6.86 
1.51 
1.53 
2.39 
4.57 
3.79 
2.42 
4.69 
6.72 
6.57 
5.48 
7.21 
5.35 
4.49 
4.89 
6.48 
6.67 
6.34 
5.16 
6.02 
8.66 
9.90 
14.60 
15.68 
16.33 
15.27 
15.57 
16.75 
16.17 
10.25 
9.71 
18.86 
17.75 
16.65 
16.80 
17.46 
14.77 
14.78 
15.40 
14.84 
17.06 
IB. 36 
13.96 
14.88 
15.06 
11.87 
11.76 
10.82 
11-57 
12.86 
11.83 
10.74 
15.07 
16.33 
15.69 
15.01 
17.56 
15.84 
15.37 
18.51 



0.18 
0.16 
0.19 
0.22 
0.22 
0.20 
0.36 
0.03 
0.00 
0.16 
0.02 
0.02 
0.31 
0.58 
0.48 
0.50 
0.78 
0.26 
0.42 
0.53 
0.25 
0.37 
0.27 
0.22 
0.01 
0.01 
0.03 
0.12 
0.02 
0.02 
0.35 
0.68 
0-51 
0.51 
0.92 
0.08 
0.22 
0.22 
0.08 
0.19 
0.25 
0-15 
0.09 
0.21 
0.29 
0.58 
0.55 
0.64 
0.51 
0.60 
0.37 
0.36 
0.46 
0.55 
0.32 
0.42 
0.31 
0.36 
0.46 
0.31 
0.46 
0.40 
0.54 
0.43 
0.42 
0.40 
0.40 
0.47 
0.43 
0.42 
0.51 
0.32 
0.26 
0.51 
0.55 
0.57 
0.50 
0.69 
0.69 
0.87 
0.58 
0.62 
0.25 



0.18 
0.16 
0.19 
0.23 
0.22 
0.21 
0.36 
0.03 
0.00 
0.17 
0.02 
0.01 
0.30 
0.59 
0.47 
0.50 
0.78 
0.26 
0.43 
0.53 
0.25 
0.37 
0.26 
0.22 
0.01 
0.00 
0.02 
0.12 
0.03 
0.03 
0.35 
0.68 
0.51 
0.52 
0.92 
0.09 
0.22 
0.22 
0.08 
0.20 
0.25 
0.16 
0.09 
0.21 
0.29 
0.59 
0.56 
0.64 
0.51 
0.60 
0.37 
0.36 
0.46 
0.55 
0.31 
0.41 
0.31 
0.36 
0.45 
0.32 
0.47 
0.40 
0.54 
0.43 
0.42 
0.40 
0.40 
0.46 
0.43 
0.42 
0.51 
0.32 
0.26 
0.50 
0.56 
0.58 
0.50 
0.68 
0.69 
0.87 
0.57 
0.63 
0.25 



271 



assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
5 assxgn <segid 3A4 and resxd 
assxgn Uegxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
tO assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
15 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
20 assign (&egxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
80 assign (segid 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



25 



30 



35 



40 



45 



50 



24 and name CA ) (segxd 3A4 and resxd 
24 and name CB ) (segxd 3A4 and resid 
24 and name CB ) (segid 3A4 and resid 
24 and name CB ) (segid 3A4 and resxd 
24 and name CB ) (segid 3A4 and resid 
24 and name CB ) (segid 3A4 and resid 
24 and name CB ) (segid 3A4 and resid 
24 and name CB ) (segid 3A4 and resid 
24 and name CB ) (segxd 3A4 and resxd 
24 and name CB ) (segxd 3A4 and resxd 
24 and name CB ) (segxd 3A4 and resxd 
24 and name CB ) (segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and re3id 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 322 and name CA 
(segxd 3A4 and resid 323 and name CA > 
(segid 3A4 and resid 323 and name CB > 
(segxd 3A4 and resid 324 and name CA 
(segid 3A4 and resxd 324 and name CB 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segxd 3A4 and resxd 32 and name CA 
(segxd 3A4 and resxd 32 and name CB ) 
(segxd 3A4 and resxd 331 and name CB ) 
(segxd 3A4 and resid 335 and name CA ) 
(segxd 3A4 and resxd 336 and name CA ) 



42 and name CB ) 
25 and name C ) 
25 and name CA ) 
25 and name N ) 

25 and name O ) 

26 and name C ) 
26 and name CA ) 
26 and name N ) 
29 and name C ) 
29 and name CA ) 
29 and name N ) 

29 and name O ) 

30 and name CA ) 
30 and name M ) 

30 and name O ) 

31 and name CA ) 
31 and name CB ) 



assxgn 

as3xgn 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assxgn 

assxgn 

assign 

assign 

assxgn 

assxgn 

assxgn 

assxgn 

assxgn 

assxgn 

assxgn 



24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 

24 and name CB ) \aegiu jr« - — — --- - - 

il and name CB ) (segxd 3A4 and resxd 336 and name CB 
24 and name CB ) (segxd 3A4 and resxd 337 and name CA 
24 and name CB ) (segxd 3A4 and resxd 337 and name CB 
(segxd 3A4 and resxd 33B and name CA ) 
(segxd 3A4 and resxd 33B and name CB 1 
(segid 3A4 and resid 339 and name CA 
f segxd 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 33 and name CA ) 
(segid 3A4 and resxd 33 and name CB ) 



24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



24 
24 
24 
24 
24 
24 

24 _ 

24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 
24 and name CB ) 



55 



60 



assxgn 
assxgn 
assxgn 
assxgn 



65 



70 



75 



assxgn 

assxgn 

assxgn 

assign 

assign 

assxgn 

assxgn 

assxgn 

assxgn 

assign 

assxgn 

assign 

assign 

assign 

assign 



(segxd 3A4 and resxd 340 and name CA ) 
(segid 3A4 and resxd 341 and name CA 
(segxd 3A4 and resxd 341 and name CB 
(segxd 3A4 and resid 342 and name CA 
(segid 3A4 and resid 343 and name CA ) 
(segxd 3A4 and resxd 343 and name CB ) 
(segxd 3A4 and resxd 344 and name CA 
(segxd 3A4 and resxd 344 and name CB 
(segxd 3A4 and resid 345 and name CA ) 
(segid 3A4 and resxd 345 and name CB ) 
(segxd 3A4 and resxd 346 and name CA ) 
(segxd 3A4 and resxd 346 and name CB ) 
( segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name H ) (segid 3A4 and resid 
24 and name N ) (segxd 3A4 and resxd 
24 and name N > (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name M ) (segxd 3A4 and resid 
24 and name N ) (segxd 3A4 and resid 
24 and name N ) (segid 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name N ) (segxd 3A4 and resxd 
24 and name O ) (segxd 3A4 and resxd 
24 and name O ) (segxd 3A4 and resxd 
24 and name O ) (segxd 3A4 and resxd 
24 and name O ) (segxd 3A4 and resxd 
24 and name 0 ) (segxd 3A4 and resxd 
24 and name O ) (segxd 3A4 and resxd 
24 and name 0 ) (segxd 3A4 and resxd 
24 and name 0 ) (segxd 3A4 and resid 
24 and name 0 ) (sogxd 3A4 and resid 
24 and name O ) (segxd 3A4 and resid 
24 and name O ) (segxd 3A4 and resid 
24 and name Q ) (segid 3A4 and resid 
24 and name 0 ) (segid 3A4 and resid 



34 and name CB 
24 and name C ) 
24 and name CA ) 
24 and name CB ) 

24 and name O ) 

25 and name C ) 
25 and name CA ) 
25 and name N ) 

25 and name O ) 

26 and name N ) 
29 and name C ) 
29 and name CA ) 
29 and name N > 

29 and name O J 

30 and name C ) 
30 and name CA ) 
30 and name N ) 

30 and name O ) 

31 and name N ) 

24 and name CB ) 

25 and name C ) 
25 and name CA ) 
25 and name N ) 

25 and name O ) 

26 and name C ) 
26 and name CA ) 
26 and name N ) 
26 and name O ) 
29 and name C ) 
29 and name CA ) 

29 and name N ) 

30 and name N ) 



18.34 
5.27 
4.71 
3.47 
5.33 
7.03 
6.95 
6.03 
6.17 
5.08 
5.42 
7.28 
7.42 
6.14 
7.05 
9.63 
10.77 
15.92 
16.87 
17.51 
16.26 
16.52 
17.56 
16.91 
11.39 
10.85 
18.44 
16.94 
17.05 
17.60 
15-19 
15.34 
15.69 
15.02 
17.50 
18.76 
15.03 
15.97 
15.62 
12.52 
12.36 
11.82 
12.73 
13*. 96 
13.16 
12.12 
16.38 
17.63 
17.00 
16.28 
16.87 
16.34 
2.41 
1.45 
2.44 
2.98 
5.55 
4.56 
3.27 
5.72 
6.48 
5.61 
4.99 
5.69 
6.80 
6.13 
6.11 
5.09 
5.29 
7.33 
3.01 
3.60 
2.75 
2.24 
4.18 
5.94 
5.41 
4.20 
6.50 
7.03 
6.26 
6.33 
6.84 



0.51 
0.19 
0.07 
0.08 
0.50 
0.94 
0.70 
0.62 
0.31 
0.37 
0.31 
0.32 
0.32 
0.29 
0.23 
0.31 
0.46 
0.57 
0.59 
0.68 
0.63 
0.71 
0.53 
0.53 
0.38 
0.47 
0.49 
0.63 
0.76 
0.86 
0.55 
0.53 
0.65 
0.75 
0.69 
0.70 
0.31 
0.34 
0.73 
0.65 
0.61 
0.63 
0.36 
0.30 
0.45 
0.51 
0.49 
0.39 
0.67 
0.71 
0.45 
0.51 
0.05 
0.01 
0.04 
0.27 
0.30 
0.19 
0.24 
0.S2 
0.50 
0.10 
0.20 
0.24 
0.08 
0.19 
0.21 
0.13 
0.09 
0.23 
0.14 
0.30 
0.04 
0.02 
0.37 
0.85 
0.68 
0.63 
1.06 
0.48 
0.71 
0.90 
0.37 



0.51 
0.20 
0.08 
0.09 
0.50 
0.94 
0.69 
0.62 
0.31 
0.36 
0.30 
0.31 
0.32 
0.30 
0.23 
0.31 
0.47 
0.58 
0.58 
0.68 
0.62 
0.71 
0.53 
0.52 
0.37 
0.48 
0.49 
0.62 
0.77 
0.88 
0.56 
0.52 
0.66 
0.75 
0-70 
0.70 
0.30 
0.33 
0.74 
0.64 
0.61 
0.63 
0.36 
0.31 
0.46 
0.51 
0.49 
0.39 
0.67 
0.70 
0.46 
0.52 
0.06 
0.01 
0.04 
0.28 
0.29 
0.18 
0.25 
0.53 
0.49 
0.09 
0-21 
0.25 
0.08 
0.19 
0.22 
0.14 
0.09 
0.23 
0.13 
0.30 
0.04 
0.02 
0.36 
0.85 
0.67 
0.64 
1.07 
0.48 
0.70 
0.91 
0.36 



272 



assign (segxd 3A4 and resxd 250 and name C 
assign (segxd 3A4 and cesid 250 and name C 
assign Uegid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
5 assign (segxd 3A4 and resxd 250 and name C 
assign (segxd 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
10 assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
15 assign (segid 3A4 and resxd 250 and name C 
assign (segid 3A4 and res id 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (sagid 3A4 and resid 250 and name C 
20 assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
25 assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
(segid 3A4 and resid 250 and name c 



assign (segid 3A4 and resid Zbu ana name C 
assign tsegid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
30 assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign tsegid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name C 
assign (segid 3A4 and resid 250 and name CA > 
35 assign (segid 3A4 and resid 250 and name CA 
assign (segid 3A4 and resid 250 and name CA 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA J 
40 assign (segid 3A4 and resid 250 and name CA 
assign (segid 3A4 and resxd 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
45 assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA } 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segxd 3A4 and resid 250 and name CA ) 
50 assxgn (segid 3A4 and resxd 250 and name CA ) 
assxgn Isegid 3A4 and resxd 250 and name CA ) 
assxgn (segid 3A4 and resxd 250 and name CA ) 
assxgn (segid 3A4 and resid 250 and name CA ) 
assxgn (segid 3A4 and resxd 250 and name CA ) 
55 assxgn (segxd 3A4 and resxd 250 and name CA ) 
assign (segxd 3A4 and resxd 250 and name CA ) 
assxgn (segid 3A4 and resxd 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
60 assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assxgn (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
65 assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA I 
70 assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resxd 250 and name CA ) 
75 assign (segid 3A4 and resid 250 and name CA 
assign (segid 3A4 and resid 250 and name CA 
assign (segxd 3A4 and resid 250 and name CA 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
80 assign (segid 3A4 and resid 250 and name QA 
assign (segid 3A4 and resid 250 and name CA 
assign (segid 3A4 and resid 250 and name CA J 
assign (segid 3A4 and resid 250 and name CA ) 



and name C1D) 
and name C2D) 
and name C3C) 
and name C3D) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHD) 
and name CHD) 
and name ND ) 
) 
) 
) 
) 
) 
) 



) (segid 3A4 and xesid 250 and name CB ) 
) (segid 3A4 and resid 250 and name O ) 
) (segid 3A4 and resid 251 and name C ) 
) (segid 3A4 and resid 251 and name CA ) 
) (segid 3A4 and resxd 251 and name CB ) 
} (segid 3A4 and resid 251 and name CG ) 
) (segid 3A4 and resid 251 and name N ) 
» (segid 3A4 and resid 251 and name O ) 
j (segid 3A4 and resid 252 and name C ) 
) (segid 3A4 and resid 252 and name CA ) 
) (segid 3A4 and resid 252 and name CB ) 
) (segid 3A4 and resid 252 and name N ) 
) (segid 3A4 and resid 252 and name O ) 
) (segid 3A4 and resid 253 and name C ) 
) (segid 3A4 and resid 253 and name CA ) 
) (segid 3A4 and resid 253 and name N ) 
> (segid 3A4 and resid 253 and name O ) 
) (segid 3A4 and resid 254 and name C ) 
) (segid 3A4 and resid 254 and name CA ) 
) (segid 3A4 and resid 254 and name N ) 
) (segxd 3A4 and resid 254 and name O ) 
) (segid 3A4 and resid 255 and name CA ) 
) (segid 3A4 and resid 255 and name N I 
) (segid HEM and resid 1 
) (segid HEM and resid 1 
) (segid HEM and resid 1 
(segid HEM and resxd 1 
(segxd HEM and resxd 1 
(segxd HEM and resxd 1 
(segxd HEM and resxd 1 
(segxd HEM and lesid 1 
(segxd HEM and resxd 1 

(segxd HEM and resxd 1 

(segxd 3A4 and resxd 250 and name C 
(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 250 and name O 
(segid 3A4 and resid 251 and name C 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB . 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name N J 
(segid 3A4 and resid 251 and name O 
(segid 3A4 and resid 252 and name C 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 252 and name N 
(segid 3A4 and resid 252 and name O 
(segid 3A4 and resid 253 and name C 
(segxd 3A4 and resid 253 and name CA 
(segid 3A4 and resid 253 and name N 
(segid 3A4 and resid 253 and name O 
(segid 3A4 and resxd 254 and name C 
(segxd 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name H ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name N ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segxd 3A4 and resxd 259 and name CB ) 
(segxd 3A4 and resxd 260 and name CA ) 
(segxd 3A4 and resxd 260 and name CB ) 
(segxd 3A4 and resxd 261 and name CA ) 
(segxd 3A4 and resxd 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
tsegid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resad 322 and name CA ) 
(segid 3A4 and resxd 383 and name CA ) 
(segid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(sogxd 3A4 and resid 386 and name CA ) 
(segxd 3A4 and resid 38*7 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A1 and resid 388 and name CB ) 
(segxd 3A4 and reaid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 



2.50 
1.23 
3.00 
2.42 
3.70 
4.29 
1.33 
3.83 
4.52 
4.44 
5.15 
3. 27 
5.50 
4.90 
4.75 
3.95 
6.09 
5.71 
4.80 
4.03 
6.85 
6.67 
5.49 
6.38 
6.10 
6.91 
7.04 
6.76 
6.32 
6.76 
6.00 
5.32 
7.40 
1.53 

I. 53 
2.38 
4.41 
3.82 
4.88 
5.26 
2.45 
5.30 
5.47 
5.44 
5.82 
4.39 
6.53 
5.60 
5.25 
4.63 
6.80 
6.83 
5.71 
4.88 
8.03 
6.77 
9.97 

II. 44 
12.39 
11.62 
14.13 
13.69 
15.87 
15.40 
17.19 
18.39 
17.69 
17.01 
16.40 
15.03 
13.96 
16.62 
18.14 
15.51 
15.71 
16.22 
18.42 
18.68 
16.71 
17.11 
13.47 
13.27 
14.37 



0.02 
0.01 
0.04 
0.01 
0.01 
0.07 
0.01 
0.11 
0.06 
0.09 
0.11 
0.12 
0.10 
0.07 
0.11 
0.06 
0.06 
0.23 
0.08 
0.06 
0.22 
0.46 
0.36 
0.31 
0.37 
0.14 
0.38 
0.17 
0.20 
0.38 
0.26 
0.44 
0.32 
0.01 
0.02 
0.01 
0.05 
0.0? 
0.02 
0.06 
0.03 
0.13 
0.09 
0.11 
0.14 
0.14 
0.12 
0.11 
0.14 
0.08 
0.11 
0.23 



0.03 
0.00 
0.04 
0.01 
0.02 
0.07 
0.00 
0.12 
0.07 
0.10 
0.11 
0.12 
0.09 
0.07 
0.11 
0.07 
0.07 
0.22 
0.08 
0.06 



17 
15 
42 
35 
23 
.67 
0.54 
0.55 
0.29 
0.33 
0.39 
0.46 
0.51 
0.35 
0.29 
0.56 
0.69 
0.59 
0.48 
0.88 
0.43 
0.33 
0.34 
0.44 
0.35 
0.46 
0.32 
0.43 
0.46 
0.66 
0.36 



22 
47 
.37 
.31 
.38 
.14 
.38 
.17 
0.20 
0.39 
0.25 
0.43 
0.32 
0.00 
0.01 
0.02 
0.05 
0.02 
0.02 
0.07 
0.03 
0.12 
0.09 
0.11 
0.13 
0.14 
0.11 
0.12 
0.15 
0.08 
0.11 
0.23 
0.18 
0.14 
0.42 
0.36 
0.23 
0.67 
0.54 
0.54 
0.29 
0.32 
0.38 
0.46 
0.52 
0.35 
0.29 
0.56 
0.68 
0.5B 
0.49 
0.88 
0.42 
0.33 
0.33 
0.44 
0.35 
0.46 
0.33 
0.43 
0.47 
0.66 
0.35 



273 



slllSilillillillili 

aao*y" * ^ . . g( . n rt name CA 1 (seqid 3A4 and resid 392 and name l.u j 

5 lllZ (SSiS ™ an* -I" 1" and S ! \HU 3A4 an. reaid 393 and na^e CA , 

assign (segid 3A4 and res id 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (aegid 3A4 and resid 250 and name CA ) 
10 assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
15 assign (segid 3A4 and resid 250 and name CA 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA > 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
20 assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CA ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
25 assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign " * 



assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
30 assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
35 assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB ) 
40 assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
45 assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB > 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
50 assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 



di>aiyn 

55 assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
60 assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign I segid 3A4 and resid 250 and name CB 
65 assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
70 assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and xesid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
75 assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and xesid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 1 
assign (segid. 3A4 and resad 250 and name CB > 
80 assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
assign (segid 3A4 and resid 250 and name CB ) 
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(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA > 
I segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA > 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid HEM and resid 1 and name C1D) 
(segid HEM and resid 1 and name C2D) 
(segid HEM and resid 1 and name CHD) 
(segid HEM and resid 1 and name CMD) 
(segid 3A4 and resid 251 and name C ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resid 251 and name O ) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB J 
(segid 3A4 and resid 252 and name N ) 
(segid 3A4 and resid 253 and name C ) 
(segid 3A4 and resid 253 and name CA > 
Oegid 3A4 and resid 253 and name N ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and lesid 254 and name N ) 
(segid 3A4 and resid 255 and name CA ) _ 
(segid 3A4 and resid 256 and name CA ) 11.15 
(segid 3A4 and resid 257 and name CA ) 12.50 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB > 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 318 and name CA > 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 



15.64 
11.87 
12.21 
11.19 
10.15 
11.20 
14.48 
15.26 
16.67 
15.02 
13.76 
14.92 
14.32 
18.57 
19.18 
19.27 
18.46 
17.07 
7.30 
6.81 
7.14 
5.98 
5.43 
4.50 
5.37 
5.33 
3.19 
6.27 
6.87 
6.81 
7.25 
5.64 
6.75 
6.60 
6.07 
6.41 
5.85 
8.89 



13.10 
12.19 
14.91 
14.48 
16.88 
16.50 
18.06 
18.30 
17.36 
16.83 
15.14 
13.99 
15.92 
17.23 
17.95 
15.17 
15.36 
15.60 
17.58 
17.60 
15.49 
15.81 
12.33 



isegiu jt\H at«u ' - 

(segid 3A4 and resid 389 and name CB ) 12. J-^ 
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(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(3egid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA > 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB > 
(segid 3A4 and resid 398 and name CA ) 
{segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid HEM and resid 1 and name C1D) 
(segid HEM and resid 1 and name C2D) 



0.35 
0.36 
0.35 
0.39 
0.47 
0.33 
0.31 
0.34 
0.33 
0.32 
0.39 
0.32 
0.32 
0.33 
0.32 
0.31 
0.37 
0.40 
0.30 
0.36 
0.23 
0.40 
0.01 
0.05 
0.10 
0.17 
0.06 
0.10 
0.07 
0.07 
0.09 
0.10 
0.14 
0.17 
0.08 
0.19 
0.16 
0.42 
0.21 
0.73 
0.63 
0.63 
0.33 
0.31 
0.44 
0.52 
0.60 
0.38 
0.62 
0.76 
0.63 
0.52 
0.97 
1.16 
0.54 
0.39 
0.34 
0.54 
0.42 
0.47 
0.36 
0.44 
0.49 
0.68 
0.38 
0.37 
0.36 
0.34 
0.36 
0.42 
0.34 
0.31 
0.34 
0.34 
0.36 
0.45 
0.30 
0.30 
0.31 
0.35 
0.38 
0.27 
0.31 



13.50 
14.78 
11.29 
11.79 
10.55 
9.42 
11.06 
14.31 
14.97 
16.58 
15.23 
14.00 
15.26 
14.60 
18.79 
19.06 
17.72 
6.97 
6.21 



0.36 
0.36 
0.34 
0.39 
0.46 
0.32 
0.31 
0.33 
0.33 
0.32 
0.39 
0.32 
0.33 
0.32 
0.33 
0.31 
0.37 
0.40 
0.30 
0.36 
0.23 
0.39 
0.02 
0.04 
0.09 
0.16 
0.05 
0.10 
0.07 
0.08 
0.10 
0.10 
0.13 
0.16 
0.08 
0.19 
0.17 
0.41 
0.21 
0.74 
0.62 
0.62 
0.33 
0.32 
0.44 
0.52 
0.60 
0.38 
0.62 
0.75 
0.63 
0.53 
0.96 
1.16 
0.54 
0.38 
0.35 
0.54 
0.41 
0.48 
0.36 
0.44 
0.49 
0.68 
0.38 



38 
35 
,34 
,37 
,43 
.34 
.32 
0.34 
0.35 
0.36 
0.45 
0.30 
0.31 
0.31 
0.35 
0.39 
0.27 
0.31 
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assign (segid 3A4 and res id 250 and name CB 
assign (segid 3A4 and res id 250 and name CB 
assign (segid 3A4 and resid 250 and name CB 
assign {segid 3A4 and resid 250 and name CB 
5 assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
10 assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
15 assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
20 assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name H 
assign (segid 3A4 and resid 250 and name M 
25 assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name N 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
30 assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
35 assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
40 assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
45 assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
50 assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
55 assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
60 assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 250 and name O 
65 assign (segid 3A4 and resid 250 and name O 
assign (segid 3A4 and resid 251 and name C 
assign (segid 3A4 and resid 251 and name C 
assign (segid 3A4 and resid 251 and name C 
assign (sogid 3A4 and resid 251 and name C 
70 assign (segid 3A4 and resid 251 and name C 
assign (segid 3A4 and resid 251 and name C 
assign (segid 3A4 and resid 251 and name C 
assign (segid 3A4 and resid 251 and name C 
assign (segid 3A4 and resid 251 and name C 
75 assign (segid 3A4 and resid 251 and name 
assign (segid 3A1 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
80 assign (segid 3A4 and resid 251 and name 
assiqn (segid 3A4 and iesid 251 and name 
assign (segid 3A4 and resid 251 and name C 
assign (segid 3A4 and resid 251 and name C 



(segid HEM and resid 1 and name C3D) 
(segid HEM and resid 1 and name CAD) 
(segid HEM and resid 1 and name CHD) 
(segid HEM and resid 1 and name CMD) 
(segid 3A4 and resid 250 and name C ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 250 and name O ) 
(segid 3A4 and resid 251 and name C ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name N ) 
(segid 3A4 and resid 251 and name 0 ) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA ) 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
3 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
1 
) 
) 
) 
) 
) 
» 
) 
) 
) 
) 
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(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 252 and name N 
(segid 3A4 and resid 252 and name O 
(segid 3A4 and resid 253 and name C 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 253 and name N 
(segid 3A4 and resid 253 and name O 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name N ) 
(segid HEM and iesid 1 and name CMD) 
(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 251 and name C 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 251 and name CG 
(segid 3A4 and resid 251 and name N 
(segid 3A4 and resid 251 and name O 
(segid 3A4 and resid 252 and name C 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 252 and name N 
(segid 3A4 and resid 252 and name O 
(segid 3A4 and resid 253 and name C 



6.84 

6.91 

7.03 

5.26 

2.45 

1.45 

2.45 

3.49 

4.73 

4.23 

4.99 

5.46 

2.62 

5.79 

5.65 

5.35 

5.37 

4.36 

6.82 
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(segid 3A4 and resid 253 and name CA ) 
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(segid 3A4 and resid 253 and name N 
(segid 3A4 and resid 253 and name O 
(segid 3A4 and resid 254 and name C 
(segid 3A4 and resid 254 and name CA 
(segid 3A4 and resid 254 and name N 
(segid 3A4 and resid 254 and name 0 
(segid 3A4 and resid 255 and name C 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name N > 
(segid 3A4 and resid 256 and name N ) 



1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 



and name C1C) 
and name C1D) 
and name C2C) 
and name C2D) 
and name C3C) 
and name C3D) 
and name C4C) 
and name C4D) 
and name CAC) 
and name CAD) 
and name CBC) 
and name CHD) 
and name CMD) 
and name NC ) 
and name ND 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 251 and name CG 
(segid 3A4 and resid 251 and name O 
(segid 3A4 and resid 252 and name C 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 252 and name N 
(segid 3A4 and resid 252 and name O 
(segid 3A4 and resid 253 and name C 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 253 and name N 
(segid 3A4 and resid 253 and name O 
(segid 3A4 and resid 254 and name C 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resid 254 and name O ) 
(segid 3A4 and resid 255 and name C ) 
(segid 3A4 and resid 255 and name CA ) 



38 
71 
88 
,60 
.86 
.85 
7.15 
3.27 
2.94 
2.73 
4.22 
4.91 
2.23 
3.40 
4.10 
4.37 
5.31 
3.41 
4.88 
3.90 
4.05 
3.51 
5.05 
4.54 
3.59 
2.90 
5.68 
6.77 
5.73 
4.45 
6.68 
7.49 
5.70 
7.15 
5.62 
6.15 
6.54 
5.93 
7.07 
5.74 



0-37 
0.45 
0.20 
0.32 
0.03 
0.00 
0.03 
0.06 
0.07 
0.06 
0.06 
0.06 
0.06 
0.11 
0.08 
0.08 
0.11 
0.11 
0.10 
0.14 
0.14 
0.09 
0.14 
0.17 
0.15 
0.38 
0.04 
0.05 
0.04 



0.37 

0.45 

0.20 

0.33 

0.03 

0.01 

0.03 

0.06 

0.06 

0.06 

0.06 

0.05 

0.06 

0.12 

0.07 

0.09 

0.11 

0.12 

0.10 

0.13 

0.14 

0.08 



0.05 

0.08 

0.03 

0.17 

0.05 

0.09 

0.10 

0.11 

0.08 

0.03 

0.07 

0.09 

0.04 

0.23 

0.10 

0.06 

0.23 

0.31 

0.43 

0.36 

0.22 

0.13 

0.35 

0.08 



29 
33 
29 
12 
.85 
6.61 
2.53 
3.90 
1.24 
3.04 
2.44 
3.69 
1.32 
3.75 
4.77 
4.67 
3.48 
5.79 
5.02 
4.89 
4.15 
6.18 
5.77 
4.87 



0.41 
0.12 
0.41 
0.17 
0.39 
0.17 
0.44 
0.42 
0.28 
0.47 
0.18 



35 
05 
04 
01 
.07 
.02 
0.03 
0.01 
0.10 
0.16 
0.12 
0.10 
0.19 
0.41 
0.23 
0.20 
0.44 
0.54 
0.72 



13 
17 
15 
37 
.03 
0.05 
0.05 
0.05 
0.07 
0.03 
0.16 
0.04 
0.09 
0.10 
0.12 
0.08 
0.04 
0.07 
0.08 
0.04 
0.24 
0.09 
0.06 
0.23 
0.31 
0.42 
0.35 
0.22 
0.12 
0.34 
0.07 
0.42 
O.ll 
0.41 
0.17 
0.38 
0.17 
0.44 
0.42 
0.28 
0.47 
0.18 
0.34 
0.04 
0.04 
0.01 
0.07 
0.01 
0.02 
0.02 
0.09 
0.17 
0.11 
0.10 
0.18 
0.41 
0.23 
0.20 
0.43 
0.54 
0.73 
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c 

c 



assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resxd 251 and name 
assign (segtd 3A4 and resxd 251 and name 
5 assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
10 assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
assign (segid 3A4 and resid 251 and name 
15 assign (segid 3A4 and resid 251 and name 

assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A1 and resid 251 and name CA ) 
20 assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA } 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
25 assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
30 assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign I segid 3A4 and resid 251 and name CA ) 
35 assign (segid 3A4 and xesid 251 and name CA ) 
assign (segid 3A4 end resid 251 and name CA 
assign (segid 3A4 and resid 251 and- name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA 
40 assign (segid 3A4 and resid 251 and name CA J 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA 
45 assign (segid 3A4 and resid 251 and name CA J 
assign (segid 3A4 and resid 251 and name CA ) 
assign (seqid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 'and resid 251 and name CA 
50 assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA > 
55 assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
60 assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
65 assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA 
70 assign (segid 3A4 and lesid 251 and name CA ) 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA 
assign (segid 3A4 and resid 251 and name CA 
75 assign (segid 3A4 and resid 251 and name CA 



(beg id 3A4 and resid 255 and name N ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and res id 256 and name H ) 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
| segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 251 and name C ) 
(segid 3A4 and resid 251 and name CB ) 
(sogid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name O ) 
(segid 3A4 and resid 252 and name C > 
(segid 3A4 and resid 252 and name CA ) 



and name C1C) 
and name C1D) 
and name C2C) 
and name C2D) 
and name C3C) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHD) 
and name CMC) 
and name CMD) 
and name NC ) 



0.55 
0.34 
0.41 
0.31 
0.37 
0.31 
0.39 
0.34 
0.34 
0.38 
0.32 



(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 252 and name N 
(segid 3A4 and resid 252 and name O 
(segid 3A4 and resid 253 and name C 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 253 and name N 
(segid 3A4 and resid 253 and name O 
(segid 3A4 and resid 254 and name C 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resid 254 and name O ) 
(segid 3A4 and lesid 255 and name CA ) 
(segid 3A4 and resid 255 and name N ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resxd 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and re3id 386 and name CA ) 
(segid 3A4 and resxd 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resxd 388 and name CB ) 
(segxd 3A4 and resxd 389 and name CA ) 
(segxd 3A4 and resid 389 and name CB ) 
(segxd 3A4 and resid 390 and name CA ) 
(segxd 3A4 and resxd 390 and name CB ) 
(segxd 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB 
segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB 
segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 

. i _i -> n <f ~ ~ M nana f*VX \ 



assxgn (segid 3A4 and resxd 251 end name « segxu -~ ~- ^ Mm) CB 

aasxgn [segid 3A« and resxd 251 and name CA segid 3A4 and ^ ^ 
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assign isegia jn» — - — . 

assign (segid 3A4 and resid 251 and name CA 

assign (segid 3A4 end resid 251 and name CA ) 

assign (segid 3A4 and resid 251 and name CA ) 

assign (segid 3A4 and resid 251 and name CA ) 

assign (segid 3A4 and resid 251 and name CA 

assign (segid 3A4 and resid 251 and name CA 

assign (segid 3A4 and resid 251 and name CA } 



liePlU Jni oil" ' — - 

Iseg-d 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and Lesid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 



4.16 
6.90 
5.77 
7.45 
6.84 
6.59 
7.09 
5.67 
6.14 
4.78 
4.85 
5.89 
7.08 
6.45 
7.24 
1.53 

I. 53 
2.58 
2.40 
4.43 
3.B1 
4.63 
2.43 
5.20 
5.70 
5.68 
4.58 
6.78 
5.69 
5-37 
4.82 
6.81 
5.80 
5.02 
8.26 
7.04 

10.71 

II. 34 
10.57 
12.12 
11.36 
14.18 
13.90 
16.10 
16.82 
15.97 
18.26 
17.66 
18.75 
16.74 
15.88 
15.38 
14.24 
18.76 
17.41 
14.60 
14.47 
16.06 
18.28 
18.75 
16.89 
17.51 
13.89 
14.06 
13.91 
14.96 
10.80 
10.95 

9.40 
8.48 
8.53 
12.09 
13.10 
13.71 
11.67 
10.31 
12.02 
11.69 
15.69 
16.37 
16.34 
15.84 
15.21 



37 
34 
.40 
.34 
.01 
.01 
.04 
.03 
0.05 
0.01 
0.03 
0.01 
0.09 
0.11 
0.08 
0.07 
0.13 
0.35 
0.17 
0.13 
0.39 
0.68 
0.50 
0.31 
0.36 
0.52 
0.47 
0.54 
0.41 
0.49 
0.40 
0.45 
0.45 
0.32 
0.29 
0.34 
0.38 
0.60 
0.65 
0.75 
0.64 
0.61 
0.65 
0.24 
0.27 
0.37 
0.15 
0.22 
0.37 
0.18 
0.22 
0.31 
0.48 
0.28 
0.31 
0.35 
0.38 
0.46 
0.53 
0.36 
0-35 
0.35 
0.37 
0.41 
0 
0 
0 
0 
0 



0.56 
0.35 
0.40 
0.31 
0.37 
0.32 
0.38 
0.35 
0.34 
0.38 
0.32 
0.37 
0.35 
0.41 
0.33 
0.00 
0.01 
0.04 
0.02 
0.04 
0.01 
0.02 
0.01 
0.10 
0.11 
0-09 
0.06 
0.12 
0.36 
0.17 
0.14 
0.39 
0.68 
0.51 
0.31 
0.37 
0.52 
0.48 
0.55 
0.41 
0.49 
0.39 
0.46 
0.45 
0.32 
0.29 
0.35 
0.37 
0.59 
0.64 
0.74 
0.64 
0.62 
0.65 
0.24 
0.26 
0.37 
0.16 
0.22 
0.37 
0.18 
0.22 
0.31 
0.48 
0.28 
0.32 
0.35 
0.38 
0.46 
0.53 
0.35 
0.36 
0.34 
0.37 
0.40 
0.44 
0.51 
0.52 
0.49 
0.48 
0.44 
0.43 
0.53 



43 
52 
52 
,49 
.48 
0.44 
0.43 
0.54 
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65 



70 



75 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
absign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
a ssi gn 
assign 
assign 
assign 
assign 
assign 
assign 



(sag id 3A4 and res id 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and res id 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 end resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB > 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB J 
(segid 3A4 and re3id 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB > 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and lesid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB > 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB > 
(segid 3A4 and resid 251 and name CB ) 
{segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB > 
(segid 3A4 and resid ?51 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CB > 
(segid 3A4 and resid 251 and name CB ) 



1 and name C1D) 
1 and name C2C) 
1 and name C2D> 
1 and name C3C) 
1 and name C3D) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHD) 
and name CMD) 



and name NC 
and name ND 



(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid HEM and resid 1 and name C1C) 
(segid HEM and resid 
(segid HEM and tesid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 251 and name CG 
(segid 3A4 and resid 252 and name C 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 252 and name N 
(segid 3A4 and resid 252 and name O 
(segid 3A4 and resid 253 and name C 
(segid 3A4 and resid 253 and name CA 
(segid 3A4 and resid 253 and name N 
(segid 3A4 and resid 254 and name CA 
(segid 3A4 and resid 254 and name N 
(segid 3A4 and resid 255 and name CA 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 256 and name CA 
(segid 3A4 and resid 257 and name CA 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and tesid 260 and name CA J 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA > 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 3B6 and name CA > 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB > 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and re3id 401 and name CA ) 
(segid HEM and resid 1 and name C1D) 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



13.86 
17.25 
7.61 
6.22 
6.82 
6.21 
5.68 
7.43 
5.96 
4.71 
4.84 
5.40 
5.34 
7.18 
7.43 

I. 53 
5.48 
4.51 
5.34 
3.18 
6.23 
7.14 
7.04 
5.81 
6.81 
6.31 
6.73 
6.19 
9.17 

II. 91 
12.50 
11.73 
12.93 
12.04 
15.04 
14.80 
17.17 
17.73 
16.83 
18.98 
18.31 
17.98 
17.08 
16.70 
15.54 
18.34 
15.38 
15.12 
16.91 
18.93 
19.23 
17.20 
17.79 
14.42 
14.72 
14.43 
15.38 
11.34 
11.57 

9.46 
8.45 
8.60 
12.31 
13.34 
13.55 
11.44 
10.01 
12.26 
12.08 
15.85 
16.50 
16.21 
15.58 
15.22 
13.92 
17.53 
7.02 



0.57 
0.66 
0.27 
0.32 
0.27 
0.34 
0.29 
0.33 
0.28 
0.31 
0.32 
0.31 
0.36 
0.28 
0.31 
0.00 
0.08 
0.05 
0.05 
0-07 
0.11 
0.12 
0.09 
O.OB 
0.20 
0.15 
0.77 
0.55 
0.40 
0.51 
0.49 
0.57 
0.51 
0.61 
0.49 
0.54 
0.50 
0.41 
0.40 
0.47 
0.51 
0.68 
0.79 
0.66 
0.64 
0.25 
0.25 
0.37 
0.12 
0.22 
0.35 
0.18 
0.22 
0.32 
0.50 
0.25 
0.28 
0.33 
0.37 
0.46 
0.52 
0.40 
0.39 
0.37 
0.43 
0.53 
0.54 
0. 
0. 
0. 
0, 
0. 
0 
0 
0 



0.57 
0.66 
0.27 
0.32 
0.28 
0.35 
0.30 
0.33 
0.27 
0.31 
0.33 
0.31 
0.37 
0.28 
0.30 
0.01 
0.08 
0.05 
0.05 
0.07 
0.11 
0.12 
0.09 
0.08 
0.20 
0.15 
0.77 
0.55 
0.40 
0.50 
0.49 
0.57 
0.52 
0.60 
0.50 
0.54 
0.50 
0.41 
0.40 
0. 
0, 
0. 
0 
0 
0 
0 
0 
0 
0 



1 and name C2D) 
1 and name C3C) 
1 and name C4C) 
1 and name CAC) 
1 and name CBC) 
1 and name CHD) 



6.95 
6.24 
6.68 
5.04 
4.86 
6.14 



65 
64 
61 
58 
58 
56 
72 
,75 
0.81 
0.26 
0.28 
0.35 
0.30 
0.36 
0.37 
0.28 



47 
51 
69 
79 
66 
64 
24 
25 
38 
,11 
0.21 
0.35 
0.18 
0.21 
0.33 
0.49 
0.25 
0.29 
0.33 
0.37 
0.46 
0.52 
0.39 
0.40 
0.38 
0.44 
0.52 
0.55 
0.64 
0.63 
0.61 
0.59 
0.58 
0.56 
0.71 
0.75 
0.81 
0.26 
0.27 
0.36 
0.29 
0.37 
0.36 
0.28 
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10 



15 



20 



assign (segid 3A4 and res id 251 and name CB 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
5 assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and tesid 251 and name CG 
assign t segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and resid 251 and name CG 
assign (segid 3A4 and re3id 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name M 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name N 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name O 
assign I segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name O 
assign (segid 3A4 and resid 251 and name 0 
assign (segid 3A4 and resid 252 and name C 
assign (segid 3A4 and resid 252 and name C 
assign (segid 3A4 and resid 252 and name C 
assign (segid 3A4 and resid 252 and name C 
assign (segid 3A4 and resid 252 and name C 
assign (segid 3A4 and resid 252 and name C 



(segid HEM end resid 1 and name CMD) 



nsM-» — 

(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name H 
(segid 3A4 and resid 252 and name O 
(segid 3A4 and resid 253 and name N 
(segid 3A4 and resid 254 and name CA 
(segid 3A4 and resid 254 and name N 



25 



30 



35 



40 



45 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 251 and name C ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 251 and name O ) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and res id 252 and name CB ) 
(segid 3A4 and resid 252 and name N ) 
(segid 3A4 and resid 252 and name O } 
(segid 3A4 and resid 253 and name C 1 



50 



55 



60 



65 



70 



75 



80 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
J 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
> 



5.91 
6.89 
6.01 
6.79 
4.63 



and name C1D) 
and name C2D} 
and name C3C) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHD) 
and name CMD) 



IseyAu o.i*v* - 

(segid 3A4 and resid 253 and name CA ) 



locyiu — 

(segid 3A4 and resid 253 and name N 

(segid 3A4 and resid 253 and name O 

(segid 3A4 and lesid 254 and name C 



J/w eauv* *«^--«- — — 

(segid 3A4 and resid 254 and name CA > 



\ Dcyiu ~" i • - ~~ 

(segid 3A4 and resid 254 and name N 
(segid 3A4 and resid 255 and name N 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid HEM and resid 

(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 251 and name CG ) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CA ) 



and name C1D> 
and name C2D) 
and name C3C) 
and name C3D) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHD) 
and name CMD) 



iseyiu -mm ciuv* 

(segid 3A4 and resid 252 and name CB 

(segid 3A4 and resid 252 and name N 

(segid 3A4 and resid 252 and name O 

(segid 3A4 and resid 253 and name C 



(segid 3A4 and resid 253 and name CA ) 



ISe^lU JfW €B»IV* — -~ 

(segid 3A4 and resid 253 and name N 
(segid 3A4 and resid 253 and name O , 
(segid 3A4 and resid 254 and name C ) 
(segid 3A4 and resid 254 and name CA ) 
I segid 3A4 and resid 254 and name N ) 
t segid 3A4 and resid 254 and name O ) 
(segid '3A4 and resid 255 and name C ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name N J 
(segid 3A4 and resid 255 and name O ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N 
(segid HEM and resid 1 and name C1C) 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

( segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name O ) 
(segid 3A4 and resid 253 and name c ) 
(segid 3A4 and res>id 253 and name CA ) 
(segid 3A4 and resid 253 and name s ) 
(segid 3A4 and resid 253 and name o ) 



and name C1D) 
and name C2C) 
and name C2D) 
and name C3C) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHD) 
and name CMC) 
and name CMD) 
and name NC ) 



64 
7.10 
7.59 
T.27 
6.78 
6.48 
6.52 
6.79 
5.34 
5.20 
6.05 
5.25 
2.44 
1.46 
2.45 
3.11 
3.48 
4.69 
4.19 
4.90 
2.80 
5.68 
5.72 
5.51 
4.46 
6.90 
6.25 
5.59 
4.87 
5.79 
6.64 
6.38 
6.78 
7.47 
6.82 
5.95 
6.19 
6.08 
5.41 
3.32 
4.60 
3.01 
2.78 
4.24 
2.25 
3.31 
4.43 
4.63 
3.66 
5.27 
4.16 
4.33 
3.81 
5.26 
4.65 
3.73 
3.15 
5.63 
5.95 
4.77 
6.47 
6.46 
5.58 
6.94 
4.80 
5.39 
4.01 
4.13 
5.38 
5.99 
6.54 
6.41 
2.49 
1.24 
3.10 
2.42 
1.33 
3.93 



0.30 
0.07 
0.05 
0.05 
0.05 
0.11 
0.08 
0.20 
0.16 
0.29 
0.31 
0.35 
0.30 
0.37 
0.34 
0.29 
0.32 
0.03 
0.01 
0.03 
0.08 
0.05 
0.06 
0.05 
0.06 
0.08 
0.10 
0.08 
0.10 
0.07 
0.08 
0.27 
0.08 
0.06 
0.44 
0.29 
0.34 
0.22 
0.34 
0.21 
0.26 
0.35 
0.26 
0.37 
0.12 
0.08 
0.13 
0.02 
0.01 
0.02 
0.16 
0.33 
0.23 
0.18 
0.35 
0.59 
0.42 
0.36 
0.63 
0.62 
0.84 
0.70 
0.63 
0.37 
0.46 
0.35* 
0.44 
0.33 
0.45 
0.36 
0.38 
0.38 
0.43 
0.41 
0.34 
0.42 
0.40 
0.02 
0.01 
0-08 
0.02 
0.00 
0.13 



0.30 
0.08 
0.04 
0.04 
0.06 
0.12 
0.08 
0.20 
0.15 
0.29 
0.31 
0.35 
0.31 
0.38 
0.33 
0.28 
0.32 
0.04 
0.00 
0.02 
0.07 
0.06 
0.06 
0.06 
0.05 
0.07 
0.09 
0.07 
0.10 
0.06 
0.08 
0.26 
0.08 
0.06 
0.44 
0.30 
0.34 
0.22 
0.34 
0.21 
0.26 
0.35 
0.26 



38 
0.12 
0.07 
0.14 
0.02 
0.02 
0.01 
0.16 
0.32 
0.23 
0.19 
0.35 
0.58 
0.41 
0.36 
0.62 
0.62 
0.84 
0.69 
0.63 
0.36 
0.46 
0.36 
0.43 
0.33 
0.45 
0.36 
0.38 
0.39 
0.42 
0.42 
0.34 



43 
0.39 
0.03 
0.01 
0.08 
0.03 
0.01 
0.12 
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c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 



assign (segid 3A4 and resid 252 and name 
assign (segid 3A1 and zesid 252 and name 
assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
5 assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
10 assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
15 assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name 
assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and lesid 252 and name CA ) 
20 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA 
25 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
30 assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA > 



(segid 3A4 and resid 254 and name C ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resid 254 and name O ) 
(segid 3A4 and resid 255 and name C I 
(segid 3A4 and resid 255 and name CA ) 



ISeyXU J*Vi €»HV* — — 

(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name O 
(segid 3A4 and resid 256 and name C 
(segid 3A4 and resid 256 and name CA 
(segid 3A4 and resid 256 and name N 
(segid 3A4 and resid 256 and name O 
(segid 3A4 and resid 257 and name N 
(segid HEM and resid ■ 1 and name C3C) 
(segid HEM and resid 1 and name CAC) 
(segid HEM and resid 1 and name CBC) 
(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name O ) 
(segid 3A4 and resid 253 and name C ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 253 and name N ) 
(segid 3A4 and resid 253 and name 0 ) 
(segid 3A4 and resid 254 and name C ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resid 254 and name O ) 
(segid 3A4 and resid 255 and name C ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name N ) 
(segid 3A4 and resid 256 and name C ) 
(segid 3A4 and resid 256 and name CA ) 



assign (segxd 3A4 and resid ana name « -~ — ^ and name „ 

assign (se^d 3M and resxd 252 and name « segid ^ ^ ^ ^ ^ 



assign iseyj-u — — ~~~ , „ . 

assign (segid 3A4 and resid 252 and name CA ) 
35 assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA > 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA ) 
40 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA > 
assign (segid 3A4 and resid 252 and name CA 
45 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
50 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA J 
assign (segid 3A4 and resid 252 and name CA ) 
55 assign (segid 3A4 and resid 252 and name CA 
assign (segid 3A4 and resid 252 and name CA J 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
60 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA > 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
65 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
70 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
75 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (seqid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A1 and resid 252 and name CA ) 
80 assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CA ) 
assign (segid 3A4 and resid 252 and name CB > 
assign (segid 3A4 and resid 252 and name CB ) 



(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 3iB and name CA > 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA > 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 



(segid 3A4 and resid 398 and name CA 
(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 399 and name CA 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and namo CA ) 
(3egid HEM and resid 1 and name CAC) 
(segid HEM and resid 1 and name CBC) 
(segid 3A4 and resid 253 and name C ) 
(segid 3A4 and resid 253 and name CA ) 



4.79 
4.66 
3.44 
5.87 
5.00 
4.79 

4.04 

6.12 

6.24 

5.13 

4.33 

7.34 

6.20 

7.25 

6.75 

6.92 

1.53 

I. 52 
2.40 
4.51 
3.81 
2.44 
5.40 
5.79 
5.72 
4.58 
6.90 
5.76 
5.43 
4.87 
7.33 
6.07 
5.29 
8.80 

10.62 
10.34 

II. 26 
10.52 
12.34 
11.74 
14.61 
16.00 
15.43 
17.01 
16.24 
18.63 
16.57 
15.58 
15.76 
14.90 
18.74 
16.49 
16.48 
18.29 
17.08 
17.11 
16.87 
17.95 
13.54 
13.35 
12.62 
11.93 
10.94 
14.16 
15.34 
15.65 
12.98 
11.67 
12.78 
12.59 
16.58 
17.53 
16.98 
16.62 
15.03 
13.51 
16.99 
17.64 
17.69 

6.67 
6.64 
5.43 
4.36 



0.26 
0.11 
0.10 
0.27 
0.39 
0.49 
0.35 
0.38 
0.33 
0.33 
0.35 
0.33 
0.40 
0.35 
0.41 
0.36 
0.02 
0.01 
0.02 
0.07 
0.03 
0.03 
0.12 
0.30 
0.14 
0.12 
0.32 
0.50 
0.63 
0.45 
0.39 
0.43 
0.44 
0.42 
0.38 
0.46 
0.44 
0.58 
0.38 
0.44 
0.46 
0.35 
0.33 
0.41 
0.45 
0.52 
0.73 
0.77 
0.78 
0.77 
0.26 
0.32 
0.45 
0.23 
0.28 
0.45 
0.31 
0.35 
0.39 
0.43 
0.47 
0.55 
0.36 
0.37 
0.36 
0.36 
0.37 
0.37 
0.54 
0.56 
0.55 
0.54 
0.49 
0.51 
0.58 
0.59 
0.76 
1.13 
0.59 
0.46 
0.30 
0.06 
0.05 



0.25 
0.11 
0.10 
0.27 
0.39 
0.48 
0.36 
0.39 
0.34 
0.34 
0.35 
0.34 
0.39 
0.34 
0.40 
0.37 
0.01 
0.01 
0.01 
0.08 
0.03 
0.03 
0.12 
0.30 
0.14 
0.13 
0.33 
0.51 
0.63 
0.45 
0.39 
0.42 
0.44 
0.42 
0.38 



47 
44 
.58 
.39 
.44 
.45 
0.35 
0.33 
0.41 
0.44 
0.51 
0.73 
0.78 
0.78 
0.77 
0.26 
0.33 
0.45 
0.23 
0.28 
0.45 
0.31 
0.36 
0.39 
0.44 
0.48 
0.55 
0.36 
0-36 
0.36 
0.37 
0.37 
0.37 
0.55 
0.57 
0.54 
0.53 
0.50 
0.50 
0.58 
0.59 
0.76 
1.14 
0.59 
0.46 
0.29 
0.06 
0.06 
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10 



assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and lesid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and xesid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 



15 



20 



25 



30 



35 



40 



45 



assign iau^iu -mi - • — — — - — 

assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB J 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB } 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB J 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB ) 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 
assign (segid 3A4 and resid 252 and name CB 

— ' and resid 252 and name CB ) 
and resid 252 and name CB ) 
and resid 252 and name CB ) 
and resid 252 and name CB > 
v*« yJ ^ and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name CB > 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name CB ) 
and resid 252 and name CB ) 



assign 
assign 



(segid 3A4 
„ ^ (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 
(segid 3A4 



assign 
assign 
assign 
a&bign 
assign 
assign 
a&sxgn 
assign 
assign 
assign 



) (segid 3A4 and resid 253 and name N ) 
) (segid 3A4 and resid 253 and name O ) 
J (segid 3A4 and resid 254 and name C ) 
) (segid 3A4 and resid 254 and name CA ) 
) (segid 3A4 and resid 254 and name N ) 
) (segid 3A4 and resid 255 and name CA ) 
) (segid 3A4 and resid 255 and name N ) 
) (segid 3A4 and resid 256 and name CA ) 
) (segid 3A4 and resid 256 and name N ) 
) (segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and re3id 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
and resid 394 and name CB ) 
and resid 395 and name CA ) 
and resid 396 and name CA ) 
and resid 396 and name CB ) 
and resid 397 and name CA J 
and resid 397 and name CB ) 
and resid 398 and name CA ) 
v ocyj-vj .™ and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 4 00 and name CA ) 
(segxd 3A4 and resid 400 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



3.03 
6*31 
7.16 
6.96 
5.69 
6.88 
6.31 
7.03 
6.46 
9.64 
11.80 
11.63 
12.48 
11.77 
13.25 
12.52 
15.56 
.17.17 
16.68 
18.06 
17.24 
17.73 
16.75 
16.89 
16.09 
17.94 
17.96 
18.22 
18.20 
18.20 
14.95 
14.81 
13.97 
13.19 
12.39 
15.66 
16.84 
17.08 
14.33 
12.99 
14.21 
14.06 
18.00 
18.27 
17.88 
16.21 
14.75 
18.23 



assign (segid 3A4 and resid 252 and name CB segxa ^ ™ ; 18>23 
assign (segid 3A4 and resid 252 and name CB segid 3A4 and resid 401 CA ) 18.49 

assign (segid 3A4 and resid 252 and name CB ) (segia ja* ana tea _ _ „ , 0 ACt 



50 



V OVVj i.VJ ^M-n «-» » — ' 

assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
55 assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
60 assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
65 assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name N 
70 assign (segid 3A4 and resid 252 and name N 
assign (segid 3A4 and resid 252 and name 0 
assign (segid 3A4 and resid 252 and name O 
assign (segid 3A4 and resid 252 and name O 
assign (segid 3A4 and resid 252 and name O 
75 assign (segid 3A4 and resid 252 and name O 
assign (segid 3A4 and resid 252 and name 0 
assign (segid 3A4 and resid 252 and name O 
assign (segid 3A4 and resid 252 and name 0 
assign (segid 3A4 and resid 252 and name O 
80 assign (segid 3A4 and resid 252 and name O 
assign (segid 3A4 and resid 252 and name 0 
assign (segid 3A4 end resid 252 and name O 
assign (segid 3A4 and resid 252 and name 0 



(segid 3A4 and resid 252 and name C ) 
(segid 3A4 and tesid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 252 and name O ) 
(segid 3A4 and resid 253 and name C ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 253 and name N ) 
(segid 3A4 and resid 253 and name O ) 
(segid 3A4 and resid 254 and name C ) 
(segid 3A4 and resid 254 and name CA ) 
{segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resid 254 and name O > 
(segid 3A4 and resid 255 and name C ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name N ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid HEM and resid 1 and name C3C) 
(segid HEM and resid 1 and name CAC) 
(segid HEM and resid 1 and name CBC) 
(segid HEM and resid 1 and name CHD) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name C ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 253 and name N ) 
(segid 3A4 and resid 253 and name O ) 
(segid 3A4 and resid 254 and name C > 
(segid 1A4 and resid 254 and name CA > 
(segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 255 and name C 
(segid 3A4 and resid 255 and name CA 
(seaid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name 0 



0.04 
0.11 
0.27 
0.10 
0.09 
0.61 
0.42 
0.47 
0.45 
0.41 
0.35 
0.44 
0.46 
0.63 
0.40 
0.44 
0.47 
0.36 
0.35 
0.46 
0.50 
0.70 
0.75 
0.75 
0.74 
0.31 
0.43 
0.32 
0.51 
0.28 
0.38 
0.42 
0.47 
0.54 
0.38 
0.38 
0.37 
0.39 
0.43 
0.41 
0.58 
0.58 
0.59 
0.56 
0.58 
0.66 
0.68 
0.83 
0.61 
0.02 
0.01 
0.02 
0.04 
0.07 
0.04 
0.05 
0.09 
0.30 
0.15 
0.14 
0.30 
0.49 
0 
0 
0 
0 
0 
0 
0 



2.45 
1.46 
2.43 
3.43 
4.81 
4.29 
2.89 
5.86 
5.75 
5.52 
4.49 
6.92 
6.27 
5.60 
4.90 
7.01 
6.03 
6.90 
6.02 
6.02 
7.13 
3.40 
3.04 
2.74 
2.25 
3.50 
4.37 
4.57 
3.56 
5.31 
3.99 
4.08 
3.57 
5.08 



0.04 
0.12 
0.26 
0-10 
0.O9 
0.60 
0.42 
0.46 
0.44 
0.40 
0.36 
0.45 
0.46 
0.62 
0.40 
0.43 
0.47 
0.36 
0.34 
0.46 
0.51 
0.70 
0.75 
0.76 
0.74 
0.31 
0.43 
0.33 
0.51 
0.29 
0.37 
0.42 
0.47 
0.54 
0.37 
0.37 
0.36 
0.39 
0.42 
0.42 
0.58 
0.59 
0.58 
0.57 
0.57 
0.67 
0.68 
0.83 
0.61 
0.02 
0.00 
0.02 
0.03 
0.07 
0.05 
0.05 
0.08 
0.29 
0.14 
0.14 
0.31 
0.50 
0.65 
0.46 
0.37 
0.39 
0.35 
0.41 
0.29 
0.35 
0.04 
0.11 
0.05 
0.02 
0.18 
0.30 
0.15 
0.12 
0.36 
0.40 
0.47 
0.34 
0.39 



64 
47 
37 
.39 
,36 
.42 
.30 



0.34 
0.04 
0.12 
0.05 
0.01 
0.18 
0.30 
0.15 
0.11 
0.36 
0.40 
0.48 
0.35 
0.39 



280 



10 



15 



20 



25 



30 



assian (seaid 3A4 and lesid 252 and name O 
assign {segid 3A4 and resid 252 and name 0 
assign segid 3A4 and resxd 252 and name O 
assign segid 3A4 and resxd 252 and name O 
assign (segid 3A4 and resid 252 and name 0 
assign tsegid 3A4 and resld 252 and name 0 
assign segid 3A4 and resid 252 and name 0 
assign (segid 3A4 and resid 252 and name O 
assign segid 3A4 and resid 252 and name 0 
assign segid 3A4 and resid 252 and name O 
assign (segid 3A4 and resid 252 and name O 
assign (segid 3A4 and resid 253 and name C 
assign seg\d 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (seg\d 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
(segid 3A4 and resid 253 and name C 
I segid 3A4 and resid 253 and name C 
{segid 3A4 and resid 253 and name C 
tsegid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign tsegid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
assign (segid 3A4 and resid 253 and name C 
(segid 3A4 and resid 253 and name C 
tsegid 3A4 and resid 253 and name C 
tsegid 3A4 and resid 253 and name C 



assign 
assign 
assign 
assign 
assign 



35 



assign 
assign 
assign 
assign 
assign 
assign 



) 
) 
) 
} 
) 
) 
> 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 256 and name C 1 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 256 and name O ) 
(begid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 257 and name N ) 
(segid 3A4 and resid 258 and name H ) 
tsegid HEM and resid 1 and name C2C) 
{segid HEM and resid 1 and name C3C) 
{segid HEM and resid 1 and name CAC) 
(segid HEM and resid 1 and name CBC) 
(segid 3A4 and cesid 253 and name O ) 
(segid 3A4 and resid 254 and name C ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 254 and name N ) 
(segid 3A4 and resid 254 and name O ) 
(segid 3A4 and resid 255 and name C ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name N > 
(segid 3A4 and resid 255 and name O ) 
(segid 3A4 and resid 256 and name C ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 256 and name O ) 
(seqid 3A4 and resid 257 and name C ) 
{segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 257 and name N ) 
(segid 3A4 and resid 258 and name N ) 



(segid HEM and resid 
{segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 253 and name C 
tsegid 3A4 and resid 253 and name O 



1 and name C1C) 
1 and name C2C) 
1 and name C3C) 
1 and name C4C) 
1 and name CAC) 
1 and name CHD) 
1 and name NC ) 
> 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 255 and name C ) 
(segid 3A4 and resid 255 and name CA ) 
and resid 255 and name N ) 
and resid 255 and name O ) 
and resid 256 and name C ) 
and resid 256 and name CA ) 
and resid 256 and name N ) 
and resid 256 and name O ) 
and resid 257 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



\seqxu — — 

(seqid 3A4 and resid 257 and name 



5.06 
3.92 
3.19 
6.15 
6.44 
5.11 
7.30 
7.30 
7.00 
6.64 
6.82 
1.24 
3.07 
2.44 
1.33 
3.97 
4.79 
4.49 
3.28 
5.99 
5.60 
5.12 
4.14 
6.79 
6.70 
5.91 
4.98 
6.39 
7.42 
7.27 
6.92 
6.90 
6.98 
6.95 
7.26 

I. 53 
2.40 
4.48 
3.82 
2.45 
5.43 
5.69 
5.50 
4.39 
6.88 
6.26 
5.65 
4.87 
7.45 
6.69 
5.72 
8.73 
8.52 

10.55 
10.30 

II. 39 
10.69 



0.36 
0.35 
0.38 
0.35 
0.41 
0.39 
0.35 
0.36 
0.39 
0.45 
0.34 
0.01 
0.05 
0.01 
0.00 
0.11 
0.16 
0.11 



(segid 3A4 and resid 253 and name C 
(segid 3A4 and resid 253 and name CA 

assign (segid 3A4 and resid 253 and name CA — ™ -™ 2 54 and name C ) 

assign (segid 3A4 and resid 253 and name CA segid 3A« an ^ ^ ^ ^ } 

assign (segid 3A4 and resid 253 and name CA segid 3A4 ^ ^ ^ ) 

assign ffi 3A4 an* 2=5 £ S S= S \ W 3A4 and resid 254 and name O ) 

— iffi SS ana 22S £ S = | 
(segid 3A4 and resid 253 and name CA 1 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 253 and name CA ) 
assiqn (segid 3A4 and resid 253 and name CA > 
assign Isegid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resld 253 and name CA 
assign segid 3A4 and resid 253 and name CA 

assign {segid 3A4 and resid 253 and name CA « -~ — — ^ ^ , 

assign (segid 3A4 and resid 253 and name CA segid £ ^ ^ CB , 

assign (segid 3A4 and resid 253 and name CA ) segia * ^ ^ ^ ^ } 

assign (segid 3A4 and resid 253 and name CA ) segid 3A ^ ^ ^ QB ) 

assign tsegid 3A4 and resid 253 and name CA segid ja ^ d ^ ^ ^ ^ , 

assign (segid 3A4 and resid 253 and name CA segia ja ^ ^ ^ ^ ) 

assign tsegid 3A4 and resid 253 and name CA segid ^ ^ ^ ) 

assign (segid 3A4 and resid 253 and name CA ) segia name ^ u 66 

assign (segid 3A4 and resid 253 and name CA segid 3A4 and r.. ^ ^ ^ ^ ) 
assign (segid 3A4 and resid 253 and name CA segid a ^ ^ ^ ^ ) 

assign tsegid 3A4 and resid 253 and name CA ) segia j/w o CB > 15.76 

assign (segid 3A4 and resid 253 and name CA segid 3A4 and resi ^ ^ ^ 

assign tsegid 3A4 and resid 253 and name CA segid 3A4 and res^ ^ ^ ^ ^ > 
assign (segid 3A4 and resid 253 and name CA ^gia w ■ 18 fil 

assign (segid 3A4 and resid 253 and name CA segid 3A4 and «• u ^ ^ ^ ) 
assign (segid 3A4 and resid 253 and name CA segid £ ^ ^ ^ ) 

assign (segid 3A4 and resid 253 and name CA segid J ^ ^ ^ ^ 

assign tsegid 3A4 and resid 253 and name Cft segi 8 ^ ^ ^ ) 

assign (segid 3A4 and resid 253 and name CA segid J ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 253 and name CA segid ^ ^ name ^ 

a „ Blon (segid 3A4 and resid 253 and name w\ ) » ooo ra \ 

tlllln seaid 3A4 and resid 253 and name CA ) segid 3A4 
assign segid 3A4 and resid 253 and name CA ) segid 3A4 
assign stgid 3A4 and resid 253 and name CA (segid 3A4 
(segid 3A4 and re*id 253 and name CA 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resld 253 and name CA 
(segid 3A4 and resid 253 and name CA ) 
tsegid 3A4 and resid 253 and name CA ) 
assign tsegid 3A4 and r*sid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA ) 



assiqn 
assign 
assign 
assign 
assign 
assign 
assign 



anu icoiw «'-■-' — 

and resid 322 and name CA ) 
and resid 347 and name CB ) 
and resid 383 and name CA ) 
and resid 384 and name CA ) 
and resid 384 and name CB ) 
and resid 385 and name CA ) 
and resid 389 and name CA ) 
and resid 389 and name CB ) 
and resid 390 and name CA ) 
< segia and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA > 
(segid 3A4 and resid 391 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



18.19 
17.29 
14.04 
13.23 
12.94 
12.25 
17.51 
18.05 
17.05 
15.25 
15.57 
16.72 
16.16 
15.90 
16.10 
17.35 
13.04 
12.74 



0.35 
0.35 
0.38 
0.35 
0.41 
0.38 
0.35 
0.36 
0.39 
0.45 
0.34 
0.00 
0.05 
0.01 
0.01 
0.10 
0.16 
0.10 
0.09 
0.16 
0.41 
0.25 
0.18 
0.42 
0.68 
0.67 
0.55 
0.50 
0.21 
0.21 
0.23 
0.27 
0.24 
0.30 
0.25 
0.00 
0.01 
0.05 
0.02 
0.02 
0.10 
0.16 
0.15 
0.13 
0.16 
0.33 
0.23 
0.15 
0.36 
0.58 
0.44 
0.43 
0.45 
0.11 
0.22 
0.30 
0.40 
0.40 
0.28 
0.24 
0.21 
0.20 
0.36 
0.28 
0.53 
0.54 
0.61 
0.56 
0.59 
0.72 
0.68 
0.68 
0.99 
0.33 
0.35 
0.39 
0.44 
0.38 
0.53 
0.36 
0.36 
0.36 
0.37 



0.10 
0.17 
0.41 
0.24 
0.17 
0.41 
0.67 
0.67 
0.54 
0.51 
0.21 
0.22 
0.23 
0.27 
0.23 
0.29 
0.26 
0.01 
0.01 
0.06 
0.01 
0.02 
0.09 
0.16 
0.16 
0.13 
0.16 
0-33 
0.23 
0.16 
0.37 
0.58 
0.44 
0.43 
0.45 
0.11 
0.21 
0.30 
0.41 
0.40 
0.27 
0.23 
0.22 
0.20 
0.35 
0.29 
0.52 
0.54 
0.60 
0.57 
0.59 
0.71 
0.68 
0.68 
0.98 
0.33 
0.36 
0.39 
0.44 
0.38 
0.52 
0.35 
0.36 
0.37 
0.37 
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assign (segxd 3A4 and resid 253 and name CA 
assign (segxd 3A4 and resid 253 and name CA 
assxgn (segid 3A4 and resxd 253 and name CA 
assign < segid 3A4 and resxd 253 and name CA 
5 assxgn (segxd 3A4 and resxd 253 and name CA 
assign (segid 3A4 and resxd 253 and name CA 
assxgn (segid 3A4 and resxd 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
10 assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resxd 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
15 assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
20 assign (segid 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name CA 
assign (segxd 3A4 and resid 253 and name CA 
assign (segid 3A4 and resid 253 and name N 
assxgn (segxd 3A4 and resxd 253 and name N 
25 assxgn (segxd 3A4 and resid 253 and name N 
assign (segid 3A4 and resid 253 and name N 
assign (segid 3A4 and resid 253 and name N 
assign (segid 3A4 and resid 253 and name N 
assign (segid 3A4 and resid 253 and name W 
30 assign (segid 3A4 and resid 253 and name H 
assign (segxd 3A4 and resxd 253 and name N 
assxgn (segxd 3A4 and resid 253 and name H 
assign (segid 3A4 and resid 253 and name H 
assign (segid 3A4 and resxd 253 and name N 
35 assxgn (segid 3A4 and lesid 253 and name N 
assxgn (segxd 3A4 and resid 253 and name N 
assign (segid 3A4 and resid 253 and name N 
assign (segxd 3A4 and resid 253 and name N 
assign (segid 3A4 and resid 253 and name 0 
40 assign (segid 3A4 and resid 253 and name 0 
assign (segid 3A4 and resid 253 and name O 
assign (segid 3A4 and resxd 253 and name O 
assign isegid 3A4 and resid 253 and name 0 
assign (segxd 3A4 and tesxd 253 and name O 
45 assign (segxd 3A4 and resid 253 and name 0 
assign (segxd 3A4 and resid 253 and name O 
assign (segid 3A4 and resid 253 and name 0 
assign (segxd 3A4 and resid 253 and name O 
assign (segid 3A4 and resid 253 and name O 
50 assign (segid 3A4 and xeaid 253 and name 0 
assign (segid 3A4 and resxd 253 and name O 
assign (segid 3A4 and resxd 253 and name O 
assign (segid 3A4 and resid 253 and name O 
assxgn (segid 3A4 and resid 253 and name O 
55 assxgn (segid 3A4 and resxd 253 and name O 
assxgn (segid 3A4 and resxd 253 and name O 
assign (segid 3A4 and resid 253 and name O 
assign (segid 3A4 and resxd 253 and name O 
assign (segid 3A4 and resid 253 and name O 
60 assign (segid 3A4 and resid 253 and name O 
assign (segid 3A4 and resid 253 and name O 
assign (segxd 3A4 and resxd 253 and name O 
assign (segid 3A4 and resid 253 and name O 
assign (segid 3A4 and resid 254 and name C 
65 assign (segid 3A4 and resid 254 and name C 
assign (segid 3A4 and resid 254 and name C 
assign (segxd 3A4 and lesid 254 and name C 
assxan (segxd 3A4 and resid 254 and name C 
assxgn (segxd 3A4 and resid 254 and name C 
70 assxgn (segid 3A4 and resxd 254 and name C 
assxgn (segxd 3A4 and resid 254 and name C 
assxgn (segxd 3A4 and resxd 254 and name C 
assxgn (segxd 3A4 and resxd 254 and name C 
assxgn (segxd 3A4 and resxd 254 and name C 
75 assxgn (segid 3A4 and resid 254 and name C 
assign (segxd 3A4 and resid 254 and name C 
assign (segid 3A4 and resid 254 and name C 
assign (segid 3A1 and resid 254 and name C 
assxgn isegxd 3A4 and resid 254 and name C 
80 assign (segxd 3A4 and resxd 254 and name C 
assign (segid 3A4 and resid 254 and name C 
assign (segid 3A4 and resid 254 and name C 
assign (segid 3A4 and resid 254 and name C 



(segxd 3A4 and resxd 392 and name CA ) 
(segxd 3A4 and resxd 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resxd 396 and name CB ) 
(segid 3A4 and resxd 397 and name CA ) 
(segid 3A4 and resxd 397 and name CB ) 
(segid 3A4 and resxd 398 and name CA ) 
(segid 3A4 and resxd 398 and name CB ) 
(segxd 3A4 and resxd 399 and name CA ) 
(segxd 3A4 and resxd 399 and name CB ) 
(segxd 3A4 and resid 400 and name CA } 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 253 and name C > 
(segid 3A4 and resid 253 and name CA ) 



) 
) 
) 
) 

i 
) 
) 
j 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
> 
) 
) 
) 



0.35 
0.43 
0.27 
0.26 
0.32 
0.22 
0.27 
0.36 
0.16 
0.18 
0.18 
0.18 
0.24 
0.30 
0.28 
0.29 
0.33 
0.53 
1.80 
1.22 



l aeyiu *- — — - 

(segid 3A4 and resxd 253 and name o 
(segxd 3A4 and resxd 254 and name C 
(segxd 3A4 and resxd 254 and name CA 
( segid 3A4 and resxd 254 and name N 
(segid 3A4 and resxd 254 and name O 
(segid 3A4 and resid 255 and name C 
(segxd 3A4 and resid 255 and name CA 
(segid 3A4 and resid 255 and name N 
(segxd 3A4 and resid 255 and name O 
(segxd 3A4 and resid 256 and name C 
(segxd 3A4 and resid 256 and name CA ) 
(segxd 3A4 and resid 256 and name N ) 
(segxd 3A4 and resid 257 and name N ) 
(segid HEM and resid 1 and name CACJ 
(segid 3A4 and resid 254 and name C ) 
(segxd 3A4 and resxd 254 and name CA ) 



(segid 3A4 and resxd 254 and name N 
(segxd 3A4 and resid 254 and name O 
(segxd 3A4 and resid 255 and name C 
(segxd 3A4 and resid 255 and name CA 
(segxd 3A4 and resid 255 and name N 
(segxd 3A4 and resid 255 and name O 
(segid 3A4 and resid 256 and name C 
(segid 3A4 and resxd 256 and name CA ) 
(segid 3A4 and resxd 256 and name N ) 
(segid 3A4 and resxd 256 and name O ) 
(segid 3A4 and resid 257 and name C ) 
(segxd 3A4 and resxd 257 and name CA ) 
(segid 3A4 and resid 257 and name N ) 
(segid 3A4 and resxd 258 and name CA ) 
(segid 3A4 and resxd 258 and name CB ) 
(segid 3A4 and resid 258 and name N ) 



(segid HEM and resid 
(segxd HEM and resxd 
(segid HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segid HEM and resid 
(segxd HEM and resid 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resxd 255 and name C 
(segid 3A4 and resxd 255 and name CA 
(segxd 3A4 and resxd 255 and name N 
(seqxd 3A4 and resid 255 and name O 

* ^ . . i J J ORC anH name* 



and name C1C) 
and name C2C) 
and name C3C) 
and name C4C) 
and name CAC) 
and name CHC) 
and name NC ) 
) 
) 
) 
) 
) 



(segxd 3A4 and resid 256 and name C ) 
segxd 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N i 
(seqid 3A4 and resid 256 and name O 
segid 3A4 and resid 257 and name C 
(segid 3A4 and resid 257 and name CA 
(segxd 3A4 and resxd 257 and name N 
segid 3A4 and resid 258 and name C 
(segxd 3A4 and resxd 258 and name CA 
(segxd 3A4 and resxd 258 and name CB 
(segxd 3A4 and resxd 258 and name N 
(seqxd 3A4 and resid 259 and name N 
( segid HEM and resid 1 and name C1B) 
(seqid HEM and resid 1 and name C1C) 
segid HEM and resid 1 and name C1D) 



13.15 
12.61 
11.78 
14.45 
15.48 
16.71 
14.46 
13.36 
13.36 
12.81 
17.09 
18.02 
18.21 
18.12 
16.18 
14.69 
17.37 
18.73 
12.85 
14.61 
15.06 
17.50 
2.50 
1.46 
3.54 
4.83 
4.31 
2.89 
5.93 
5.76 
5.43 
4.41 
6.95 
6.82 
5.91 
5.06 
6.53 
7.28 
3.05 
2.77 
2.25 
3.61 
4.46 
4.44 
3.44 
5.57 
4.73 
4.54 
3.72 
5.91 
5.56 
4.76 
3.95 
6.45 
6.27 
5.32 
7.36 
7.32 
7.19 
7.18 
7.44 
7.75 
7.33 
1.24 
3.28 
2.41 
1.32 
4.28 
S.32 
4.88 
3.54 
6.31 
6.11 
5.95 
5.00 
6.78 
5.92 
5.16 
5.28 
6.43 
6.81 
4 .56 
5.38 



0.34 
0.43 



59 
68 
03 
.01 
.04 
0.14 
0.08 
0.08 
0.12 
0.27 
0.34 
0.27 
0.27 
0.32 
0-26 
0.24 
0.42 
0.33 
0.07 
0.04 
0.01 
0.15 
0.15 
0.13 
0.10 
0.17 
0.51 
0-33 
0.22 
0.S4 
0.72 
0.74 
0.64 
0.S2 
0.48 
0.53 
0.20 
0.21 
0.20 
0.24 
0.21 
0.24 
0.24 
0.01 
0.14 
0.02 
0.01 
0.18 
0.35 
0.22 
0.17 
0.34 
0.51 



26 
27 
32 
.23 
.27 
,37 
.17 
.17 
.18 
0.17 
0.25 
0.30 
0.28 
0.29 
0.33 
0.52 
1.80 
1.22 
0.58 
0.69 
0.04 
0.01 
0.04 
0.14 



0.41 



0.07 
0.08 
0.13 
0.27 
0.34 
0.26 
0.27 
0.31 
0.27 
0.25 
0.41 
0-33 
O.08 
0.03 
0.02 
0.15 
0.16 
0.13 
0.11 
0.16 
0.51 
0.33 
0.22 
0.53 
0.73 
0.75 
0.63 
0.52 
0.48 
0.53 
0.21 
0.22 
0.21 
0.25 
0.22 
0.23 
0.24 
0.01 
0.15 
0.01 
0.01 
0.17 
0.35 
0.22 
0.17 
0.35 
0.52 
0.51 
0.46 
0.38 
0.39 
0.39 
0.42 
0.39 
0.35 
0.19 
0.42 



.52 
45 
38 
40 
.40 
.42 
.39 
.35 
18 



282 



assign Uegid 3A4 and res id 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign {segid 3A4 and resid 254 and name C ) 
5 assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
10 assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
15 assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 25 a and name C ) 
assign (segid 3A4 and resid 254 and name C ) 
20 assign (segid 3A4 and resid 254 and name C ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
25 assign (segid 3A4 and resid 254 and name CA ) 



(segid HEM and resid 1 and name C2B) 
(segid HEM and i es id 1 and name C2C) 
(segid HEM and resid 1 and name C2D) 
(segid HEM and resid 1 and name C3B) 
(segid HEM and resid 1 and name C3C) 
(segid HEM and resid 1 and name C4B) 
(segid HEM and resid 1 and name C4C) 
(segid HEM and resid X and name C4D) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid X and name CAC) 
(segid HEM and resid X and name CBC) 
(segid HEM and resid X and name CHC) 
(segid HEM and resid X and name CHD) 
(segid HEM and resid X and name CMC) 
(segid HEM and resid X and name CMD) 
(segid HEM and resid X and name FE ) 
(segid HEM and resid X and name MA ) 
(segid HEM and resid X and name NB ) 
(segid HEM and resid X and name NC ) 
(segid HEM and resid 1 and name ND ) 

(segid 3A4 and resid 254 and name C ) 

(segid 3A4 and resid 254 and name O ) 

(segid 3A4 and resid 255 and name C ) 

(segid 3A4 and resid 255 and name CA ) 

(segid 3A4 and resid 255 and name N ) 



assign (segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 255 and name O ) 
assign (segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 256 and name C ) 



30 



35 



assign . 

assign (segid 3A4 and re3id 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 



(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
{segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 257 and name N ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 258 and name N ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 10.80 
(segid 3A4 and resid 260 and name CB ) 10.57 



7.33 
4.54 
6.30 
6.72 
4.37 
5.72 
4.33 
6.64 
7.23 
4.84 
5.66 
5.X6 
4.73 
5.28 
6.78 
5.49 
6.80 
5.83 
4.50 
5.65 
X.52 
2.40 
4.64 
3.78 
2.42 
5.7X 
6.10 
5.90 
4.62 
6.60 
5.77 
6.79 
6.00 
6.X2 
8.83 
8.68 



40 



45 



50 



assign (segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 26X and name CA ) 11-80 
assign (segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 262 and name CA ) 12.85 
assian (segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 262 and name CB ) X2.X8 



assign (segid 3A4 and 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA > 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 



(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 3X2 and name CB ) 
(segid 3A4 and resid 3X3 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 18.42 



14.97 
14.67 
16.54 
17.32 
18.76 
X8.72 
18.19 
18.58 
18.19 
15.70 
15.12 



55 



60 



65 



70 



75 



assign (segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 316 and name CA ) X6.95 
assign (segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 317 and name CA 



assign (segid 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 end name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 



9.46 
15.42 
17.77 
18.30 



(segid 3A4 and resid 318 and name CA ) 11.78 
(segid 3A4 and resid 318 and name CB ) 11.02 
(segid 3A4 and resid 319 and name CA ) 10.42 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 18.60 
(segid 3A4 and resid 344 and name CB ) 18.75 
(segid 3A4 and resid 345 and name CA ) 18. IX 
(segid 3A4 and resid 345 and name CB ) 17.69 
(segid 3A4 and resid 346 and name CA ) X7.95 
(segid 3A4 and resid 347 and name CA ) 16.42 
(segid 3A4 and resid 347 and name CB ) X4.98 
(segid 3A4 and resid 348 and name CA ) 17.70 
(segid 3A4 and resid 38 X and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and re3id 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) IX. 90 
(segid 3A4 and resid 385 and name CA ) X3.X5 
(segid 3A4 and resid 386 and name CA ) X6.X4 



X9.30 
X6.49 
X7.02 
13.64 
IX. 60 



assign (segid 3A4 and resid 254 and name CA ) , „ 

assign (segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 387 and name CA 

80 assign segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 388 and name CA 

assign segid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 388 and name CB 

assian seaid 3A4 and resid 254 and name CA ) (segid 3A4 and resid 389 and name CA ) 

assign (segi*d anS resid 254 and name CA ) (segid 3A4 and resid 389 and name CB ) 



17.47 
X6.57 
X7.38 
X3.02 
12.87 



0.26 
0.28 
0.19 
0.20 
0.20 
0.22 
0.X8 
0.56 
0.X7 
0.25 
0.79 
0.X7 
0.27 
0.42 
0.43 
0.50 
0.5X 
0.33 
0.25 
0.47 
0.01 
0.02 
0.11 
0.02 
0.02 
0.14 
0.40 
0.20 
0.14 
0.71 
0.56 
0.64 
0.64 
0.64 
0.46 
0.38 
0.60 
0.69 
0.60 
0.50 
0.46 
0.53 
0.53 
0.59 
0.47 
0.52 
0.62 
0.66 
0.54 
0.58 
0.53 
0.56 
0.51 
0.48 
0.52 
0.59 
0.69 
0.64 
0.64 
0.64 
0.74 
0.75 
0.34 
0.46 
0.37 
0.54 
0.54 
0.63 
0.65 
0.70 
0.33 
0.20 
0.20 
0.27 
0.28 
0.35 
0.23 
0.29 
0.40 
0.28 
0.33 
0.26 
0.35 



0.27 
0.27 
0.49 
0.20 
0.21 
0.22 
0.19 
0.57 
0.18 
0.25 
0.78 
0.18 
0.28 
0.42 
0.42 
0.50 
0.50 
0.32 
0.24 
0.47 
0.01 
0.02 
0.11 
0.02 
0.03 
0.14 
0.41 
0.20 
0.14 
0.70 
0.57 
0.64 
0.63 
0.64 
0.47 
0.39 
0.61 
0.69 
0.59 
0.49 
0.46 
0.52 
0.53 
0.59 
0.47 
0.53 
0.63 
0.65 
0.54 
0.58 
0.53 
0.57 
0.51 
0.49 
0.53 
0.58 
0.69 
0-64 
0.64 
0.64 
0.74 
0.76 
0.34 
0.47 
0.36 
0.55 
0.55 
0.63 
0.64 
0.70 
0.32 
0.20 
0.20 
0.26 
0.27 
0.36 
0.24 
0.29 
0.41 
0.27 
0.34 
0.27 
0.36 
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10 



15 



20 



25 



assxgn (segxd 3A4 an. i.*xd 254 ana name CA , g£ » and resxd 390 and nan* CA ) 

assign (segxd 3A4 and resxd 254 and name CA ) segxa nQ(nB ^ , 

assxgn (segxd 3A4 and resxd 254 and name CA segid » ana re narae C B ) 

assign (segxd 3A4 and resxd 254 and name CA sogid 3A« a ^ ^ ( 

assxgn (segxd 3A4 and resxd 254 and name CA segxd 3A ^ ^ ^ , 

assxgn (segxd 3A4 and resxd 254 and name CA segxa » a ^ ^ ( 

assxgn (segxd 3A4 and resxd 254 and name CA segxd 3A4 ana ^ ^ ( 

assxgn (segxd 3A4 and resxd 254 and name CA segid 3M an ^ cb } 

assxgn (segxd 3A4 and resxd 254 and name CA aegid 3A4 ana ^ ^ ( 

— S ~ 3 3 S S E 1 as s a 2 i 5=1! 

assign ieegxd 3A4 and resxd 254 and name CA segxd 3A4 and resxd 397 and name ^ » 

assxgn (sagld 3A4 and resid 254 and name CA segxd 3A4 ana re ^ ^ & , 

assxgn (segid 3A4 and resid 254 and name CA segxa ^ ^ } 

assxgn (segid 3A4 and resid 254 and name CA segxd 3A4 ana flnd ^ ^ } 

assign (segxd 3A4 and resxd 254 and name CA segxd 3A4 an ^ ^ cB } 

assxgn (seg.d 3A4 and resxd 254 and name CA segxd 3A4 a ^ ^ ^ ( 

assxgn (segxd 3A4 and resxd 2S4 and name CA segxa a an<J ^ CB , 
SS5 !S£S £ S reTd 254 =S na^e £ ! M 3A4 and resid 40X and name CA , 
assign (segid 3A4 and resid 254 and name CA > 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name CA ) 



assign 
assign 
assign 



12.56 
13.78 
9.43 
9.08 
9.96 
9.67 
8.73 
11.09 
12.00 
13.74 
12.05 
11,12 
10.74 
9.93 
14.33 
15.08 
15.94 
15.92 
14.4 6 
13.07 



15.38 

(segio J^** «"«■* — . „ 

(aegid 3A4 and resid 404 and name CB > 17.57 
(segid 3A4 and resid 427 and name CA ) 17.96 
(segid 3A4 and resid 428 and name CA > 17.80 
( segid 3A4 and resid 430 and name CA ) 



30 



35 



40 



45 



50 



assign 
assign 
assign 
assign 



JOtJlJiU fc/^l~S . w — — 

S £ S E< si SEE ; ;=hs s: 333 =2 3 333 3= s i 



"siS iS 3A4 S3 resid 254 and £ i HEM and resid 

assian seqiS 3A4 and resid 254 and name CA ) (segid HEM and resid 
assign se£d 3A4 and resid 254 and name CA ) (segid HEM and resid 
assign (segid 3A4 and resid 254 and name CA segid HEM and resid 
assign segid 3A4 and resid 254 and name CA ) (segid HEM and resid 
ITAln seaid 3A4 and resid 254 and name CA ) (segid HEM and resid 
tlAll seaid 3A4 and resid 254 and name CA ) (segid HEM and resid 
assign segid 3A4 and resid 254 and name CA ) (segid HEM and resid 
assign segid 3A4 and resid 254 and name CA ) (segid HEM and resid 
assign (segid 3A4 and resid 254 and name CA J (segid HEM and resid 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA 
assign (segid 3A4 and resid 254 and name CA ) 



assign iseyj-u — ■ 

assign (segid 3A4 and resid 254 and name CA ) 
assign (segid 3A4 and resid 254 and name N \ 
assign (segid 3A4 and resid 254 and name M 
assign (segid 3A4 and resid 254 and name N 
55 assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
60 assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
65 assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
70 assign (segid 3A4 and cesid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
75 assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A4 and resid 254 and name N 
assign (segid 3A1 and resid 254 and name N 
80 assign (segid 3A4 and resid 254 and name 0 
assign (segid 3A4 and resid 254 and name 0 
assign (segid 3A4 and resid 254 and name 0 
assign (segid 3A4 and resid 254 and name 0 



1 and name C1B) 
1 and name C1C> 
1 and name C1D) 
1 and name C2C> 
1 and name C2D) 
1 and name C3C) 
1 and name C3D) 
1 and name C4B) 
1 and name C4C) 
1 and name C4D) 
1 and name CAC) 
1 and name CBC) 
1 and name CHA) 
1 and name CHC) 
1 and name CHD) 
1 and name CMC) 
1 and name CMD) 
1 and name FB ) 
1 and name MA ) 
1 and name MB ) 
1 and name NC ) 
1 and name HD ) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and re3id 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and lesid 
) (segid 3A4 and resid 254 and name C ) 
) (segid 3A4 and resid 254 and name CA ) 
) (segid 3A4 and resid 254 and name O ) 
) (segid 3A4 and resid 255 and name C ) 
) (segid 3A4 and resid 255 and name CA 1 
) (segid 3A4 and resid 255 and name N ) 
) (segid 3A4 and resid 255 and name O ) 
> (segid 3A4 and resid 256 and name C ) 
) (segid 3A4 and resid 256 and name CA J 
) (segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 257 and name N J 
(segid 3A4 and resid 258 and name N ) 



< segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
segid 3A4 and resid 255 and name C 
segid 3A4 and resid 255 and name CA 
segid 3A4 and resid 255 and name H 
segid 3A4 and resid 255 and name 0 



1 and name C1C) 
1 and name C1D) 
1 and name C2C) 
1 and name C2D) 
1 and name C3C) 
1 and name C4C) 
1 and name CAC) 
1 and name CBC) 
1 and name CHC) 
1 and name CHD) 
1 and name CMC) 
1 and name CMD) 



1 and name 
1 and name 
1 and name 



15.09 
11.95 
13.49 
14.29 
17.10 
7.33 
5.46 
5.23 
5.54 
5.88 
5.12 
6.51 
6.55 
4.80 
6.30 
5.48 
6.36 
7.07 
6.15 
4.83 
6.48 
6.26 
5.78 
6.82 
6.40 
5.08 
5.55 
2.46 
1.46 
3.53 
4.87 
4.18 
2.77 
6.06 
6.31 
5.75 
4.55 
6.73 
5.79 
6.77 
6.61 
6.23 
6.47 
6.69 
5.96 
5.82 
6.02 
6.74 
7.35 
5.74 
7.27 
6.79 
7.10 
6.28 
6.71 
3.38 
2.71 
2.25 
4.11 



0.34 
0.38 
0.35 
0.37 
0.28 
0.35 
0.51 
0.44 
0.45 
0.52 
0.65 
0.75 
0.49 
0.44 
0.47 
0.43 
0.55 
0.54 
0.61 
0.62 
0.53 
0.62 
1.00 
0.91 
1.83 
1.59 
0.95 
0.48 
0.62 
0.27 
0.37 
0.31 
0.43 
0.41 
0.37 
0.44 
0.33 
0.33 
0.40 
0.34 
0.87 
0.47 
0.37 
0.27 
0.49 
0.41 
0.34 
0-30 
0.31 
0.32 
0.34 
0.04 
0.01 
0.03 
0.15 
0.10 
0.11 
0.15 
0.34 
0.17 
0.13 
0.66 
0.52 
0.54 
0.24 
0.34 
0.25 
0.40 
0.26 
0.29 
0.24 
0.73 
0.25 
0.30 
0.28 
0.42 
0.33 
0.27 
0.34 
0.24 
0.04 
0.02 
0.30 



0.34 
0.37 
0.35 
0.36 
0.29 
0.34 
0.51 
0.45 
0.45 
0.52 
0.65 
0.75 
0.49 
0.44 
0.46 
0.43 
0.55 
0.55 
0.60 
0.61 
0.53 
0.62 
0.99 
0.91 
1.83 
1.60 
0.95 
0.49 
0.62 
0.27 
0.37 
0.32 
0.42 
0.40 
0.38 
0.45 
0.34 
0.34 
0.41 
0.34 
0.86 
0.46 
0.37 
0.28 
0.48 
0.41 
0.33 
0.31 
0.30 
0.31 
0.33 
0.04 
0.01 
0.03 
0.14 
0.10 
0.10 
0.15 
0.34 
0.16 
0.13 
0.66 
0.52 
0.54 
0.24 
0.33 
0.26 
0.40 
0.27 
0.30 
0.25 
0.72 
0.25 
0.30 
0.28 
0.42 
0.33 
0.28 
0.34 
0.24 
0.05 
0.02 
0.30 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 254 and name 0 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
<segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and tesid 254 and name O 
(segid 3A4 and lesid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name 0 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
I segid 3A4 and resid 254 and name O 
(segid 3A4 and resid 254 and name O 
* ' O 

o 

0 

o 
o 
o 
o 

0 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 254 and name 
(segid 3A4 and resid 254 and name 
(segid 3A4 and resid 254 and name 
(segid 3A4 and resid 254 and name 
(segid 3A4 and resid 254 and name 
(segid 3A4 and resid 254 and name 
(segid 3A4 and resid 254 and name 
(segid 3A4 and resid 254 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
and resid 255 and name 
and iesid 255 and name 
and resid 255 and name 
and resid 255 and name 
and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
and resid 255 and name 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 256 arid name C ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 256 and name O ) 
(segid 3A4 and resid 257 and name C ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 257 and name M ) 
(segid 3A4 and resid 257 and name O ) 
(segid 3A4 and resid 258 and name C ) 
(segid 3A4 and resid 25B and name CA 1 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 258 and name N ) 
(segid 3A4 and resid 259 and name N ) 
(segid HEM and resid 1 and name C1B) 
(segid HEM and resid 1 and name C1C) 
(segid HEM and resid 1 and name CIO) 
(segid HEM and resid 1 and name C2BJ 
(segid HEM and resid 1 and name C2C) 
(segid HEM and resid 1 and name C2D) 
(segid HEM and resid 1 and name C3B) 
(segid HEM and resid 1 and name C3C) 
(segid HEM and resid 1 and name C4B) 
(segid HEM and resid 1 and name C4C) 
(segid HEM and resid 1 and name CAB) 
) (segid HEM and resid 1 and name CAC) 
) (segid HEM and resid 1 and name CBC) 
> (segid HEM and resid 1 and name CHB) 
) (segid HEM and resid 1 and name CHC) 
) (segid HEM and resid 1 and name CHD) 
) (segid HEM and resid 1 and name CMC) 
) (segid HEM and resid 1 and name FE ) 
) (segid HEM and resid 1 and name NA ) 
) (segid HEM and resid 1 and name NB ) 
) (segid HEM and resid 1 and name NC ) 
) (segid HEM and resid 1 and name ND ) 
) (segid 3A4 and resid 255 and name 0 ) 
) (sogid 3A4 and resid 256 and name C ) 
) (segid 3A4 and resid 256 and name CA ) 
) (segid 3A4 and resid 256 and name N ) 
) (segid 3A4 and resid 256 and name 0 ) 
) (segid 3A4 and resid 257 and name C ) 
) (segid 3A4 and resid 257 and name CA ) 
) (segid 3A4 and resid 257 and name N ) 
) ( segid 3A4 and resid 257 and name O ) 
) (segid 3A4 and resid 258 and name C ) 
) (segid 3A4 and resid 259 and name CA ) 
) (segid 3A4 and resid 258 and name CB ) 
) (segid 3A4 and resid 258 and name U ) 
) (segid 3A4 and resid 258 and name O ) 
) (segid 3A4 and resid 259 and name C ) 
) (segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name N ) 
(segid 3A4 and resid 260 and name N ) 



5 -IS 
4.98 
3.80 
6.01 
5-47 
5.56 



0.51 
0.39 
0.29 
0.53 
0.64 
0.60 



X and name ClC) 
1 and name C2C) 
and name C3C) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHC) 
and name CHD) 
and name CMC) 
and name NC ) 



and resid 255 and name CA ) 
and resid 255 and name CA ) 
and re&id 255 and name CA > 
and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 end name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and re&id 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 



(segid HEM and tesid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 255 and name C i 
(segid 3A4 and resid 255 and name O ) 
(segid 3A4 and resid 256 and name C ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 256 and name O ) 
(segid 3A4 and tesid 257 and name C ) 
(segid 3A4 and xesid 257 and name CA ) 
and resid 257 and name N ) 
and resid 257 and name O ) 
and res id 258 and name C ) 
and resid 258 and name CA ) 
and resid 258 and name CB ) 
and resid 258 and name M ) 
and resid 259 and name CA ) 
and resid 259 and name CB ) 
and resid 259 and name N ) 
and resid 260 and name CA ) 
and resid 260 end name CB ) 



80 
51 
83 
95 
12 
49 
5.57 
5.95 
4.15 
5.59 
6.36 
4.37 
6.64 
5.77 
4.53 
4.89 
4.42 
6.27 
5.27 
6.14 
6.73 
4.47 
5.03 
5.06 
5.05 
6.29 
5.06 
4.23 
5.59 
1.24 
3.26 
2.40 
1.33 
4.01 
5.30 
5.04 
3.77 
6.29 
5.82 
5.57 
5.41 
4.78 
6.99 
6.64 
5.75 
5.17 
5.00 
6.36 
5.23 
4.70 
5.10 
5.82 
5.35 
5.65 
5.49 
6.70 
4.47 
5.93 
1.51 
2 
4 
3 
2 
5 
6 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



36 
63 
79 
46 
45 
26 
6.09 
4.89 
7.30 
6.57 
6.16 
5.63 
5.54 
6.67 
6.08 
5.85 
8.83 
B.76 



56 
73 
61 
55 
52 
58 
67 
49 
,46 
.44 
.40 
0.56 
0.50 
0.39 
0.44 
0.42 
0.32 
0.41 
0.46 
0.86 
0.55 
0.46 
0.31 
0.73 
0.59 
0.64 
0.47 
0.40 
0.53 
0.01 
0.14 
0.02 
0.01 
0.23 
0.32 
0.20 
0.17 
0.33 
0.52 
0.54 
0.65 
0.44 
0.50 
0.38 
0.50 
0.55 
0.53 
0.29 
0.64 
0.51 
0.45 
0.53 
0.39 
0.41 
0.72 
0.54 
0.41 
0.66 
0.00 
0.02 
0.10 
0.02 
0.03 
0.23 
0.28 
0.17 
0.15 
0.31 
0.51 
0.53 
0.69 
0.41 
0.46 
0.45 
0.48 
0.29 
0.39 



0.50 
0.39 
0.28 
0.53 
0.64 
O.60 
0.56 
0.73 
0.60 
0.56 
0.52 
0.58 
0.67 
0.49 
0.45 
0.43 
0.41 
0.56 
0.51 
0.40 
0.43 
0.43 
0.32 
0.41 
0.45 
0.86 
0.55 
0.46 
0.31 
0.74 
0.59 
0.63 
0.47 
0.40 
0.54 
0.01 
0.13 
0.02 
0.01 
0.24 
0.31 
0.20 
0.18 
0.34 
0.52 
0.53 
0.64 
0.43 
0.49 
0.37 
0.50 
0.56 
0.52 
0.29 
0.65 
0.51 
0.46 
0.54 
0.39 
0.41 
0.72 
0.53 
0.42 
0.66 
0.00 
0.03 
0.09 
0.02 
0.03 
0.22 
0.29 
0.17 
0.15 
0.30 
0.52 
0.54 
0.69 
0.41 
0.45 
0.46 
0.48 
0.28 
0.40 



285 



10 



15 



20 



25 



30 



35 



40 



assign {segid 3A4 and re3id 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and res id 255 and name CA 1 
assign (segid 3A4 and res id 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA > 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA > 
(segid 3A4 and resid 255 and name CA ) 
c, S3i y.. (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
1 segid 3A4 and resid 255 and name CA i 
(segxd 3A4 and resid 255 and name CA ) 
{segid 3A4 and resid 255 and name CA > 
(segid 3A4 and resid 255 and name CA J 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA > 
assign (segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
aasxyn (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA J 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



10. -70 

11.35 

10.59 

12.81 

12.29 

14.84 

16.06 

17.00 

19.01 

18.60 

16.84 

16.14 

17.67 

17.36 

16.73 

14.88 

14.24 



45 



50 



55 



60 



65 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



70 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA > 
(segid 3A4 and lesid 262 and name CB ) 
(segid 3A4 and lesid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA > 

(segid 3A4 and resid 313 and name CB ) 

(segid 3A4 and resid 316 and name CA J 16.70 
(segid 3A4 and resid 317 and name CA ) 14.83 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
t segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB } 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA } 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 13.11 
(segid 3A4 and resid 399 and name CB ) 13.06 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB > 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 



12.16 
11.08 
11.79 
10.90 
17.79 
16.32 
17.09 
17.88 
13.95 
11.97 
11.95 
14.37 
17.35 
18.13 
14.88 
15.03 
13.67 
14.62 
10.07 
9.42 
10.06 
9.99 
7.62 
9.91 
11.12 
11.85 
9.52 
8.59 
8.29 
7.84 
12.00 
12.94 
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75 assign (segid 3A4 and resid 255 and name CA ) 



assign (segid 3A4 and resid 255 and name CA 
assign (segid 3A4 and resid 255 and name CA 
assign (segid 3A4 and resid 255 and name CA 
assign (segid 3A4 and resid 255 and name CA 
80 assign (segid 3A4 and resid 255 and name CA 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name CA ) 
assign (segid 3A4 and resid 255 and name N ) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 255 and name C 



and name C1C) 
and name C1D) 
and name C2C) 
and name C3C) 
and name C4B) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHC) 
and name CHD) 
and name CMC) 
and name NC ) 
) 



11.34 
9.92 
12.62 
15.96 
16.36 
16.43 
15.79 
15.73 
14.51 
17.91 
17.73 
17.71 
17.02 
14.13 
14.19 
14.25 
16.59 
4 



0.43 
0.53 
0.58 
0.32 
0.25 
0.35 
0.62 
0.44 
0.22 
0.23 
0.96 
0.97 
0.93 
1.06 
1.06 
1.06 
1.07 
1.17 
1.23 
1.34 
1.27 
1.55 
1.62 
0.89 
0.85 
0.97 
0.96 
0.97 
0.93 
0.93 
0.90 
0.93 
0.74 
0.64 
0.64 
0.80 
0.87 
0.79 
0.86 
0.59 
0.63 
0.48 
0.48 
0.50 
0.44 
0.55 
0.66 
0.50 
0.61 
0.50 
0.53 
0.46 
0.53 
0.46 
0.47 
0.55 
0.50 
0.49 
0.42 
0.42 
0.50 
0.53 
0.69 
0.74 
1.04 
1.36 



41 
6.39 
3.86 



97 
91 
59 



4.16 
4.64 



97 

.35 



4 
5 

4.04 
4.87 
2.52 



0.43 
0.54 
0.58 
0-31 
0.25 
0.35 
0.61 
0.45 
0.22 
0.23 
0.96 
0.97 
0.93 
1.06 
1.07 
1.07 
1.07 
1.17 
1.24 
1.35 
1.26 
1.56 
1.62 
0.89 
0.84 
0.96 
0.97 
0.97 
0.93 
0.93 
0.89 
0.93 
0.73 
0.65 
0.63 
0.81 
0.87 
0.79 
0.86 
0.59 
0.63 
0.48 
0.49 
0.51 
0.44 
0.56 
0.67 
0.49 
0.60 
0.50 
0.53 
0.45 
0.53 
0.46 
0.48 
0.55 
0.50 
0.50 
0.42 
0.42 
0.51 
0.53 
0.70 
0.73 
1.03 
1.37 
1.02 
0.84 
0.73 
0.82 
0.70 
0.68 
0.49 
0.47 
0.90 
0.60 
0.43 
0.60 
0.77 
0.60 
0.33 
0.76 
0.02 



01 
84 
.74 
.83 
.70 
.68 
0.49 
0.47 
0.90 
0.60 
0.42 
0.61 
0.76 
0.60 
0.34 
0.77 
0.02 



286 



10 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
1 5 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



(a eg id 3A4 and res id 255 and name M 
(segid 3A4 and resid 255 and name K 
(segid 3A4 and lesid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and res id 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
( segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name H 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name H 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
{segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
[segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name N 
(segid 3A4 and resid 255 and name 0 
(segid 3A4 and resid 255 and name O 
(segid 3A4 and resid 255 and name 0 
(segid 3A4 and resid 255 and name O 
(segid 3A4 and resid 255 and name 0 
(segid 3A4 and resid 255 and name 0 
(segid 3A4 and resid 255 and name O 
(segid 3A4 and resid 255 and name O 
(segid 3A4 and resid 255 and name 0 
(segid 3A4 and resid 255 and name 0 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and re9id 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 255 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name 
(segid 3A4 and resid 256 and name _ 
(segid 3A4 and resid 256 and name C 
(segid 3A4 and resid 256 and name C 
(segid 3A4 and resid 256 and name C 



) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
J 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 



and name C1C) 
and name C1D) 
and name C2CJ 
and name C2D) 
and name C3C) 
and name C4B) 
. and name C4C) 
. and name CAC) 
l and name CBC) 
L and name CHC) 
L and name CHD) 
L and name CMC) 
L and name CMD) 



and name FE 
and name NB 
and name NC 
and name ND 



O 
O 
O 
0 
O 
O 
O 
0 
O 
O 
O 

o 

0 

o 

0 
0 
0 
0 
0 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 255 and name O ) 
(segid 3A4 and resid 256 and name C ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(segid 3A4 and resid 256 and name O ) 
t segid 3A4 and resid 257 and name C ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 257 and name N ) 
(segid 3A4 and resid 257 and name O ) 
(segid 3A4 and resid 258 and name C ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB J 
(segid 3A4 and resid 258 and name N ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name N ) 
(segid HEM and resid " J 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 256 and name C 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name N ) 
(begid 3A4 and resid 256 and name O ) 
(segid 3A4 and resid 257 and name C ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 257 and name N ) 
(segid 3A4 and resid 257 and name O ) 
(segid 3A4 and resid 258 and name C > 
(segid 3A4 and resid 258 and name CA J 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 258 and name N ) 
(segid 3A4 and resid 258 and name O ) 
(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name N ) 
(segid 3A4 and resid 259 and name O ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name N ) 
(segid HEM and resid " ~ 

(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid _ _.. 
(segid 3A4 and resid 256 and name O ) 
(segid 3A4 and resid 257 and name C ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 257 and name N ) 
(segid 3A4 and resid 257 and name O ) 
(segid 3A4 and resid 258 and name C ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 258 and name N ) 
(segid 3A4 and resid 258 and name O > 
(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 



and name C1C) 
and name C2C) 
and name C3C) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHC) 
and name CMC) 
and name NC ) 



(segid 3A4 and resid 259 and name N 

(segid 3A4 and resid 259 and name O 

(segid 3A4 and resid 260 and name C 

(segid 3A4 and resid 260 and name CA 

(segid 3A4 and resid 260 and name CB 

(segid 3A4 and resid 260 and name N 

(segid 3A4 and resid 260 and name O 



1.45 
3.61 
5.08 
4.32 
2.88 
6.08 
6.49 
6.19 
5.04 
7.57 
7.15 
6.48 
5.85 
5.77 
7.58 
7.13 
6.60 
4.70 
5.76 
4.32 
6.68 
4.10 
6.21 
4.40 
4.28 
4.90 
5.42 
4.87 
4.86 
6.95 
6.14 
6.48 
4.80 
6.24 
3.35 
2.71 
2.25 
3.75 
5.26 
5.23 
4.10 
6.14 
5.29 
5.34 
5.30 
4.74 
6.40 
5.75 
4.86 
4.18 
4.31 
6.86 
6.78 
5.59 
5.28 
4.74 
5.40 
6.23 
5.73 
5.93 
5.32 
4.18 
6.20 
1.24 
3.15 
2.44 
1.33 
4.01 
4.92 
4.72 
5.44 
3.49 
5.90 
5.35 
5.15 
5.10 
4.35 
6.54 
6.32 
5.28 
4.71 
4.51 
7.47 



0.01 
0.02 
0.07 
0.04 
0.03 
0.13 
0.19 



0.01 
0.02 
0.08 
0.03 
0.04 
0.12 
0.19 



22 
0.20 
0.31 
0.19 
0.20 
0.33 
0.12 
0.20 
0.24 
0.19 
0.37 
0.55 
0.19 
0.57 
0.21 
0.48 
0.39 
0.13 
0.62 
0.39 
0.46 
0.08 
0.49 
0.69 
0.57 
0.49 
0.61 
0.26 
0.04 
0.01 
0.36 
0.56 
0.39 
0.31 
0.61 
0.78 
0.80 
0.90 
0.68 
0.75 
0.53 
0.67 
0.66 
0.75 
0.52 
0.46 



47 
73 
60 
,51 
.57 
0.48 
0.53 
0.85 
0.54 
0.72 
0.01 
0.14 
0.02 
0.01 
0.26 
0.37 
0.24 
0.26 
0.20 
0.25 
0.50 
0.62 
0.79 
0.56 
0.49 
0.22 
0.22 
0.10 
0.39 
0.20 



0.22 
0.19 
0.31 
0.19 
0.21 
0.34 
0-12 
0.19 
0.24 
0.18 
0.37 
0.56 
0.18 
0.57 
0.21 
0.49 
0.39 
0-12 
0.63 
0.38 
0.46 
0-07 
0.50 
0.68 
0.58 
0.49 
0.61 
0.25 
0.05 
0.01 
0.37 
0.55 
0.38 
0.32 
0.61 
0.76 
0.81 
0.89 
0.68 
0.74 
0.54 
0.67 
0.66 
0.76 
0.53 
0.46 
0.48 
0.73 
0.59 
0.51 
0.58 
0.48 
0.53 
0.85 
0.54 
0.73 
0.01 
0.15 
0.02 
0.00 
0.27 
0.36 
0.24 
0.26 
0.20 
0.26 
0.50 
0.63 
0.80 
0.55 
0.48 
0.21 
0.21 
0.09 
0.40 
0.20 
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10 



assign 
assign 
assign 
assign 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



30 



35 



assign 
assign 
assign 
assign 



assign (sag id 3A4 and xesid 256 and name c ) 
assign tsegid 3A4 and resid 256 and name C ) 
as&ign (segid 3A4 and resid 256 and name C ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
J (segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA } 
(segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ] 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA J 
assign (segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(3egid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA > 
assign (segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and xesid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and iesid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA } 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA > 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA J 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA > 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA J 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and iesid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name CA ) 
assign (segid 3A4 and resid 256 and name CA J 
assign (segid 3A4 and resid 256 and name CA ) 



40 



45 



50 



55 



60 



65 



70 



75 



assign 
assign 
assign 
assign 



80 



(segid 3A4 and tesid 261 and name CA ) 
(segid 3A4 and iesid 261 and name N ) 
(segid HEM and resid 1 and name CMC) 
(segid 3A4 and resid 256 and name C ) 
(segid 3A4 and resid 256 and name O ) 
(segid 3A4 and resid 257 and name C ) 
(segid 3A4 and resid 257 and name CA J 
(segid 3A4 and resid 257 and name N ) 
(segid 3A4 and resid 257 and name O ) 
(segid 3A4 and resid 258 and name C ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 258 and name N ) 
(segid 3A4 and resid 258 and name O ) 
(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name N ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 26B and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
tsegid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB 1 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and iesid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB > 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA > 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and iesid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 4 04 and name CB ) 
(segid 3A4 and iesid 405 and name CA ) 
(seqid 3A4 and iesid 405 and name CB ) 
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Sn l«*d 3A« and re-d 256 and name CA > -» — ™ - ■ 

lllit » M a"- SSS HI £ S S ! ££• 3*« an d rasid 427 and name CA , 



7.39 
6.15 
7.01 

I. 51 
2.37 
4.55 
3.81 
2.44 
5.45 
5.96 
5.79 
6.21 
4.64 
7.02 
6.26 
5.87 
5.45 
5.20 
6.39 
5.88 
5.57 
8.80 

10.36 
10.03 

II. 21 
10.50 
12.65 
14.52 
15.80 
17.22 
16.59 
18.83 
18.29 
17.16 
16.58 
17.32 
16.52 
15,45 
15.09 
16.48 
15.27 
12.16 
10.93 
12.58 
12.08 
17.81 
15.62 
14.36 
14.45 
16.92 
18.12 
18.14 
16.86 
17.81 
13.28 
12.45 
13.51 
13.50 
10.77 
12.62 
13.90 
14.31 
11.54 
10.76 

9.79 
9.54 
13.30 
14.50 
14.13 
14.27 
11.48 
10.01 
12.48 
16.08 
16.80 
16.18 
15.62 
14.71 
13.34 
16.96 
16.96 
18.31 
16.61 



0.23 
0.23 
0.42 
0.01 
0.02 
0.10 
0.03 
0.01 
0.20 
0.38 
0.26 
0.31 
0.20 
0.29 
0.51 
0.65 
0.86 
0.56 
0.18 
0.14 
0.36 
0.21 
0.44 
0.55 
0.46 
0.46 
0.40 
0.49 
0.54 
0.37 
0.35 
0-34 
0.37 
1.16 
1.23 
1.06 
1.13 
0.95 
0.99 
0.81 
0.90 
1.03 
1.06 
1.04 
1.05 
0.57 
0.59 
0.55 
0.60 
0.45 
0.36 
0.42 
0.51 
0.61 
0.54 
0.58 
0.56 
0.62 
0.43 
0.50 
0.46 
0.58 
0.62 
0.62 
0.69 
0.68 
0.73 
0.74 
0.73 
0.79 
0.74 
0.74 



0.23 
0.23 
0.41 
0.02 
0.03 
0.10 
0.02 
0.01 
0.20 
0.3B 



25 
30 
20 
29 
.50 
.66 
.86 
0.56 
0.19 



13 
36 
21 
44 
.55 
0.45 
0.47 
0.41 
0.49 
0.54 
0.37 
0.36 
0.33 
0.37 
1.16 
1.23 
1.06 
1.12 
0.95 
0.99 
0.81 
0.90 
1.03 
1.06 
1.04 
1.05 
0.58 
0.60 
0.56 
0.60 
0.45 
0.36 
0.42 
0.51 
0.61 
0.54 
0.57 
0.57 
0.61 
0.43 



85 
83 

82 
.72 
.69 
.81 
.88 
.08 

13 



1.20 
1.26 



50 
46 
57 
62 
62 
.68 
0.69 
0.74 
0.74 
0.73 
0.78 
0.74 
0.75 
0.84 
0.84 
0.83 
0.73 
0.70 
0.83 
0.89 
1.08 
1.12 
1.19 
1.25 
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assign (segid 3A4 and resid 256 and name CA 
assign {segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name CA 
5 assign {segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name CA 
assign {segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name CA 
10 assign (segid 3A4 and resid 256 and name CA 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
15 assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
20 assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name H 
25 assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name H 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
30 assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
35 assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name N 
assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
40 assign (segid 3A4 and resid 256 and name 0 
assign (segid 3A4 and resid 256 and name 0 
assign (segid 3A4 and resid 256 and name 0 

0 
O 
O 
O 



and name C2C) 
and name C3C) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHC) 
and name CMC) 



45 



assign (segid 3A4 and resid 256 and 

assign (segid 3A4 and resid 256 and name 
assign (segid 3A4 and resid 256 and name 
assign (segid 3A4 and resid 256 and name 
assign (segid 3A4 and resid 256 and name 
assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
50 assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
55 assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 256 and name O 
assign (segid 3A4 and resid 257 and name C 
60 assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
65 assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
70 assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
75 assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
80 assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 
assign (segid 3A4 and resid 257 and name C 



) (segid 3A4 and resid 128 and name CA ) 
) (segid 3A4 and resid 429 and name CA ) 
) (segid 3A4 and resid 430 and name CA ) 
) (segid 3A4 and resid 431 and name CA > 
) (segid 3A4 and resid 433 and name CA ) 
) (segid 3A4 and resid 434 and name CA ) 
) (segid 3A4 and resid 435 and name CA ) 
) (segid 3A4 and resid 436 and name CA ) 
) (segid 3A4 and resid 437 and name CA ) 
) (segid HEM and resid 1 and name CMC) 
) (segid 3A4 and resid 256 and name C ) 
) (segid 3A4 and resid 256 and name CA ) 
) (segid 3A4 and resid 256 and name O ) 
) (segid 3A4 and resid 257 and name C ) 
> (segid 3A4 and resid 257 and name CA ) 
) (segid 3A4 and resid 257 and name N > 
) (segid 3A4 and resid 257 and name O ) 
) (segid 3A4 and resid 258 and name C ) 
) (segid 3A4 and resid 258 and name CA ) 
) (segid 3A4 and resid 258 and name CB > 
) (segid 3A4 and resid 258 and name N ) 
) (segid 3A4 and resid 258 and name O ) 
) (segid 3A4 and resid 259 and name C ) 
) (segid 3A4 and resid 259 and name CA ) 
) (segid 3A4 and resid 259 and name CB ) 
) (segid 3A4 and resid 259 and name N ) 
) (segid 3A4 and resid 260 and name CA ) 
) (segid 3A4 and resid 260 and name CB ) 
) (segid 3A4 and resid 260 and name N ) 
) (segid HEM and resid 1 and name C1C) 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 

) (segid 3A4 and resid 257 and name C ) 
) (segid 3A4 and resid 257 and name CA ) 
) (segid 3A4 and resid 257 and name N ) 
) (segid 3A4 and resid 257 and name O ) 
) (segid 3A4 and resid 258 and name C ) 
) (segid 3A4 and resid 258 and name CA ) 
> (segid 3A4 and resid 258 and name CB ) 
) (segid 3A4 and resid 258 and name N ) 
) (segid 3A4 and resid 258 and name O ) 
) (segid 3A4 and resid 259 and name C ) 
) (segid 3A4 and lesid 259 and name CA ) 
) (segid 3A4 and resid 259 and name CB ) 
) (segid 3A4 and resid 259 and name N ) 
) (segid 3A4 and resid 259 and name O ) 
) (segid 3A4 and resid 260 and name C ) 
) (segid 3A4 and resid 260 and name CA ) 
) (segid 3A4 and resid 260 and name CB ) 
) (segid 3A4 and resid 260 and name N ) 
) (segid 3A4 and resid 260 and name O ) 
) (segid 3A4 and resid 261 and name CA ) 
) (segid 3A4 and resid 261 and name N ) 
) (segid 3A4 and resid 257 and name O ) 
(segid 3A4 and resid 258 and name C ) 
t segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 258 and name N ) 
(segid 3A4 and resid 258 and name O ) 
(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB > 
(segid 3A4 and resid 259 and name N ) 
(segid 3A4 and resid 259 and name O ) 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 260 and name O ) 
(segid 3A4 and resid 261 and name C 1 



0.95 
1.39 
1.83 
1.16 
0.94 
0.62 
0.82 
1.72 
1.07 
0.60 
0.03 
O.01 
0.10 
0.09 
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(segid 3A4 and resid 261 and name CA ) 
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(segid 3A4 and resid 261 and name N 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name N ) 
(segid HEM and resid 1 and name C3B) 
(segid HEM and resid 1 and name C4B) 
(segid HEM and resid 1 and name CAB) 



17.19 
16.50 
16.33 
13.96 
13.12 
12.46 
14.29 
14.96 
16.77 
6.39 
2.49 
1.45 
3.49 
4.93 
4.33 
2.93 
5.96 
6.11 
5.74 
5.80 
4.68 
7.27 
6.90 
6.23 
5.77 
5.39 
7.39 
7.02 
6.39 
6.27 
5.78 
6.08 
6.71 
6.24 
6.54 
6.51 
5.60 
3.16 
2.79 
2.25 
3.72 
4.54 
4.68 
5.61 
3.65 
5.37 
4.43 
4.47 
4.51 
3.90 
5.58 
5.31 
4.22 
3.71 
3.52 
6.43 
6.60 
5.29 
1.25 
3.09 
2.44 
3.68 
1.32 
3.84 
4.75 
4.67 
5.48 
3.46 
5.81 
5.07 
4.76 
4.49 
4.03 
6.28 
6.20 
5.16 
4.30 
7.32 
7.34 
6.06 
7.07 
7.29 
6.80 



0.01 
0.03 
0.11 
0.34 
0.29 
0.38 
0.22 
0.28 
0.36 
0.50 
0.63 
0.44 
0.09 
0.21 
0.21 
0.56 
0.50 
0.47 
0.48 
0.42 
0.30 
0.59 
0.47 
0.30 
0.06 
0.01 
0.51 
0.63 
0.45 
0.46 
0.34 
0.49 
0.79 
0.94 
1-12 
0.85 
0.76 
0.34 
0.41 
0.15 
0.68 
0.31 
0.28 
0.33 
0.03 
0.15 
O.02 
0.06 
0.01 
0.08 
0.29 
0.31 
0.35 
0.26 
0.29 
0.26 
0.25 
0.18 
0.30 
0.27 
0.31 
0.31 
0.29 
0.25 
0.?2 
0.27 
0.19 
0.22 
0.17 



0.95 
1.40 
1.83 
1.16 
0.94 
0.62 
0.82 
1.73 
1.08 
0.61 
0.03 
0.00 
0.09 
0.09 
0.01 
0.03 
0.12 
0.35 
0.28 
0.39 
0.22 
0.29 
0.35 
0.49 
0.64 
0.45 
0.10 
0.20 
0.22 
0.56 
0.50 
0.46 
0.49 
0.42 
0.30 
0.60 
0.47 
0.29 
0.05- 
0.01 
0.51 
0.62 
0.44 
0.47 
0.34 
0.50 
0.80 
0.95 
1.11 
0.86 
0.76 
0.34 
0.40 
0.16 
0.68 
0.30 
0.28 
0.33 
0.02 
0.15 
0.02 
0.05 
0.01 
0.08 
0.30 
0.30 
0.36 
0.26 
0.29 
0.27 
0.24 
0.18 
0.31 
0.28 
0.30 
0-31 
0.29 
0.26 



,21 
.28 
.20 
.22 
.17 



289 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assiqn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
< segid 
(segid 
( segid 
(segid 
( segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 



3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 



resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 2S7 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
lesid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
tesid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 
resid 257 



and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 



C ) 
C ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA > 
CA ) 
CA } 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA > 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA > 
CA ) 
CA ) 
CA ) 
CA 1 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA ) 
CA > 



(segid HEM 
(segid HEM 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and tesid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and iesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 



1 
1 

257 
257 
258 
258 
258 
258 
258 
259 
259 
259 
259 
259 
260 
260 
260 
260 
260 
261 
261 
261 
262 
262 
262 
263 
263 
264 
265 
266 
267 
267 
268 
268 
269 
309 
309 
310 
312 
312 
313 
313 
314 
314 
315 
315 
316 
317 
318 
318 
319 
319 
322 
347 
347 
348 
382 
382 
383 
384 
384 
385 
389 
389 
390 
390 
391 
391 
392 
392 
393 
394 
394 
395 
396 
396 
397 
397 
398 
398 
399 
399 
400 



name 
name 
name 
name 
name 



name 
name 
name 



name 
name 
name 
name 



and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 



name 
name 
name 
name 
name 
name 
name 
name 
name 



name 
name 
name 



name 
name 
name 
name 



name 
name 
name 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 



name 
name 
name 



name 
name 
name 



CBB) 
CHC) 
C I 
O ) 
C > 
CA ) 
CB ) 
N ) 
O ) 
C ) 
CA ) 
CB ) 
N ) 
O ) 
C > 
CA ) 
CB ) 
W ) 
O ) 
c ) 
CA ) 
N ) 
CA ) 
CB > 
N ) 
CA ) 
CB ) 
CA ) 
CA ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB > 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA > 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB > 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 



name 
name 
name 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 



7.05 
7.28 
1.51 
2.37 
4.48 
3.81 
4.83 
2.44 
5.28 
5.71 
5.69 
6.24 
4.58 
6.82 
5.86 
5.32 
4.66 
4.78 
7.05 
7.39 
6.21 
5.26 
8.67 
8.72 
7-36 
10.24 
9.93 
10.81 
12.23 
14.26 
15.77 
15.26 
16.71 
15-94 
18.40 
16.66 
16.40 
17.86 
15.74 
15.10 
13.93 
13.90 
17.02 
18.45 
17.32 
17.87 
13.89 
12.81 
9.34 
8.23 
10.04 
9.91 
18.48 
17.00 
15.73 
16.84 
17.83 
18.54 
14.24 
13.77 
14.20 
16.10 
18.29 
18.08 
17.02 
18.04 
13.80 
12.82 
14.97 
15.12 
12.56 
13.70 
14.76 
15.98 
13.77 
13.25 
11.18 
10.58 
14.30 
15.43 
15.84 
16.28 
13.22 



0.33 
0.21 
0.02 
0.03 
0.13 
0.02 
0.03 
0.02 
0.08 
0.30 
0.32 
0.42 
0.27 
0.30 
0.26 
0.22 
0.12 
0.30 
0.27 
0.32 
0.34 
0.30 
0.25 
0.22 
0.27 
0.32 
0.33 
0.45 
0.43 
0.36 
0.34 
0.38 
0.40 
0.45 
0.41 
1.00 
1.04 
0.89 
0.96 
1.01 
0.80 
0.81 
0.68 
0.69 
0.73 
0.82 
0.81 
0.78 
0.89 
0.94 
0.75 
0.63 
0.70 
0.80 
0.81 
0.85 
0.32 
0.34 
0.35 
0.23 
0.20 
0.29 
0.44 
0.62 
0.26 
0.30 
0.26 
0.23 
0.41 



0.32 
0.21 
0.02 
0.03 
0.12 
0.02 
0.04 
0.02 
0.08 
0.29 
0.32 
0.42 
0.26 
0.29 
0.26 
0.22 
0.11 
0.30 
0.27 
0.31 
0.33 
0.30 
0.25 
0.21 
0.28 
0.31 
0.33 
0.44 
0.43 
0.35 
0.35 
0.37 
0.41 
0.45 



.42 
.99 
.04 
.90 



0.96 

1.02 

0.81 

0.80 

0.68 

0.69 

0.73 

0.82 

0.81 

0.78 

0.89 

0.93 

0.74 

0.64 

0.70 

0.80 

0.82 

0.85 

0.31 

0.34 

0.35 

0.23 

0.20 



49 
43 

,32 
.33 
.37 
.48 
.54 
.37 
36 



0.42 
0.42 
0.43 
0.48 
0.47 



29 
0.43 
0.62 
0.25 
0.30 
0.26 
0.23 
0.41 
0,50 
0.43 
0.32 
0.34 
0.38 
0.48 
0.55 
0.38 
0.37 
0.41 
0.42 
0.44 
0.49 
0.47 



290 



10 



15 



20 



25 



30 



35 



40 



45 



assign (segad 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign tsegid 3A4 and resid 257 end name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and lesid 257 and name CA 
assign {segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name CA 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name K 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name M 
assign (segid 3A4 and reaid 257 and name N 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name N 
assign (segid 3A4 and resid 257 and name N 
(segid 3A4 and resid 257 and name N 
(segid 3A4 and resid 257 and name M 
(segid 3A4 and resid 257 and name N 
(segid 3A4 and resid 257 and name N 
(segid 3A4 and resid 257 and name M 
(segid 3A4 and resid 257 and name N 
(segid 3A4 and resid 257 and name N 
(segid 3A4 and resid 257 and name O 



) (segid 3A4 and resid 400 and name CB ) 
) (segid 3A4 and resid 401 and name CA ) 
) (segid 3A4 and resid 402 and name CA ) 
) (segid 3A4 and resid 402 and name CB ) 
) (segid 3A4 and resid 403 and name CA ) 
) (segid 3A4 and resid 403 and name CB ) 
) (segid 3A4 and resid 404 and name CA ) 
) (segid 3A4 and resid 404 and name CB ) 
) (segid 3A4 and resid 405 and name CA ) 
) (segid 3A4 and resid 405 and name CB ) 
) (segid 3A4 and resid 425 and name CA ) 
) (segid 3A4 and resid 426 and name CA ) 
) (segid 3A4 and resid 427 and name CA ) 
) (segid 3A4 and resid 428 and name CA ) 
) (segid 3A4 and resid 4 29 and name CA ) 
) (segid 3A4 and resid 430 and name CA ) 
) (segid 3A4 and resid 431 and name CA ) 
) (segid 3A4 and resid 433 and name CA ) 
) (segid 3A4 and resid 434 and name CA ) 
) (segid 3A4 and resid 435 and name CA ) 
) (segid 3A4 and resid 436 and name CA ) 
» (segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 257 and name 
(segid 3A4 and resid 257 and name 
(segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
50 assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name _ 
55 assign (segid 3A4 and resid 257 and name 0 



60 



65 



70 



75 



80 



aoax^u (oovjiw ~" «~ — — 

assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 2S7 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 257 and name 
assign (segid 3A4 and resid 258 and name 
assign (segid 3A4 and resid 258 and name 
assign (segid 3A4 and resid 258 and name 
assign (segid 3A4 and resid 258 and name 
assign (segid 3A4 and resid 258 and name 
assign (segid 3A4 and zesid 258 and name 
assign (segid 3A4 and resid 258 and name 
assign (segid 3A4 and resid 258 and name 
assign (segid 3A4 and resid 258 and name 
assign (segid 3A4 and resid 258 and name C 
assign (segid 3A4 and resid 258 and name C 
assign (segid 3A4 and resid 258 and name C 
assign (segid 3A4 and tesid 258 and name C 
assign (segid 3A4 and resid 258 and name C 
assign (segid 3A4 and resid 258 and name C 
assign (segid 3A4 and resid 258 and name C 
assign (segid 3A4 and resid 258 and name C 



) 
1 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 



11.88 
13.16 
16.94 
17.78 
17.61 
17.35 
15.70 
14.23 
17.26 
17.06 
17.04 
14.91 
12.98 
13.52 
12.86 
12.92 
10.80 
9.55 
9.01 
11.13 
11.96 
14.24 
15.73 
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(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 



(segid 3A4 and re&rd 258 and name N 
(segid 3A4 and resid 258 and name O 
(segid 3A4 and resid 259 and name C 
(segid 3A4 and resid 259 and name CA 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 259 and name N 
(segid 3A4 and resid 259 and name O 
(segid 3A4 and resid 260 and name C 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 261 and name N ) 
(segid HEM and resid 1 and name CHC) 
(segid 3A4 and resid 258 and name C > 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB J 
(segid 3A4 and resid 258 and name N ) 
(segid 3A4 and resid 258 and name O ) 
(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 2S9 and name CB ) 
(segid 3A4 and resid 259 and name M ) 
(segid 3A4 and resid 259 and name O ) 
(3egid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260^ and name N ) 
(segid 3A4 and resid 260 and name O ) 
(segid 3A4 and resid 261 and name C ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 261 and name N ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name N ) 
(segid HEM and resid 1 and name CAB) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 258 and name O > 
(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name N ) 
(segid 3A4 and resid 259 and name O ) 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 260 and name O ) 
(segid 3A4 and resid 261 and name C ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 261 and name N ) 
(segid 3A4 and resid 261 and name O ) 
(segid 3A4 and resid 262 and name C ) 



2.50 
1.46 
3.51 
4.90 
4.32 
5.04 
2.92 
5.89 
5.92 
5.70 
5.90 
4.65 
7.11 
6.60 
5.79 
5.14 
5.07 
7.30 
6.20 
7.57 
3.11 
2-76 
4.16 
2.23 
3.51 
4.48 
4.67 
5.69 
3.67 
5.40 
4.31 
4.25 
4.08 
3.74 
5.49 
5.30 
4.21 
3.42 
6.61 
6.78 
5.28 
7.00 
2.54 
1.23 
3.05 
2.43 
3.69 
1.32 
3.91 
4.60 
4.50 
5.20 
3.31 
5.66 
4.93 
4.65 
3.92 
6.13 
6.19 



0.52 
0.56 
0.57 
0.55 
0.44 
0.41 
0.55 
0.57 
0.91 
0.95 
1.30 
1.33 
1.28 
0.89 
1.42 
1.80 
1.01 
1.05 
0.60 
0.83 
1.70 
1.05 
0.96 
0.75 
0.04 
0.02 
0.06 
0.18 
0.10 
0.11 
0.11 
0.10 
0.30 
0.37 
0.49 
0.32 
0.30 
0.20 
0.16 
0.03 
0.27 
0.28 
0.24 
0.13 
0.31 
0.03 
0.19 



0.51 
0.57 
0.57 
0.54 
0-43 
0-40 
0.55 
0.56 
0.91 
0.94 
1.31 
1.33 
1.28 
0.90 
1.42 
1.80 
1.01 
1.05 
0.60 
0.64 
1.71 
1.06 
0.95 
0.76 
0.04 
0.01 
0.06 
0-17 
0.11 
0.11 
0.10 
0.10 
0.31 
0.37 
0.50 
0-31 
0.31 
0.20 
0.15 
0.04 
0.26 
0.27 
0.24 
0.14 
0.30 
0.04 
0.18 
0.03 
0.27 
0.69 
0.58 
0.61 
0.44 
0.69 
0.79 
0.77 
0.66 
0.76 
0.78 
0.64 
0.69 
0.75 
0.52 
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(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 



(segid 3A4 and resid 258 and name CA > 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA > 
(segid 3A4 and resid 258 and name CA ) 
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(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
{ segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA J 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 258 and name CA J 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 



(segid HEM and resid 1 and name ClB) 
(segid HEM and resid 1 and name C1C) 
(segid HEM and resid 1 and name C2B) 
(segid HEM and resid 1 and name C2C) 
(segid HEM and resid 1 and name C3B) 
(segid HEM and resid 1 and name C4B) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CBB) 
(segid HEM and resid 1 and name CHB) 
(segid HEM and tesid 3 and name CHC) 
(segid HEM and resid 1 and name CMB) 
(segid HEM and resid 1 and name CMC) 
(segid HEM and resid 1 and name NB ) 
(segid 3A4 and resid 258 and name C ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 258 and name O ) 
(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name N ) 
(segid 3A4 and resid 259 and name O ) 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N > 
(segid 3A4 and resid 260 and name O ) 
(segid 3A4 and resid 261 and name C ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 261 and name N ) 
(segid 3A4 and resid 261 and name O ) 
(segid 3A4 and resid 262 and name C ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name N ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 263 and name N ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA > 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 318 and name O ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 



7.42 
7.49 
7.18 
6.10 
5.53 
7.12 
6.36 
6.61 
5.45 
7.12 
4.80 
5.45 
4.14 
4.11 
7.42 
5.59 
5.73 
6.86 
6.37 
1.53 
1.55 
2.40 
4.46 
3.82 
4.86 
2.44 
5.39 
5.60 
5.52 
5.88 
4.42 
6.72 
5.82 
5.31 
4.71 
7.00 
7.48 
6.25 
5.90 
5.29 
8.83 
8.93 
7.49 
10.11 
10.55 
12.20 
14.49 
14.30 
15.48 
14.77 
16.45 
18.40 
18.04 
19.47 
17.61 
18.64 
16.97 
17.35 
13.54 
13.36 
14.34 
15.62 
15.53 
16.79 
12.59 
12.10 
10.37 
10.23 
13.45 
14.87 
14.15 
14.80 
10.98 
9-56 
6.52 
5.28 
6.61 
7.49 
7.22 



0.07 
0.05 
0.10 
0.07 
0.08 
0.09 
0.25 
0.06 
0.82 
0.37 
0.23 
0.21 
0.23 
0.20 
0.21 
0.22 
0.20 
0.31 
0.21 
0.20 
0.29 
0.21 
0.23 
0.01 
0.02 
0.02 
0.05 
0.01 
0.02 
0.02 
0.04 
0.08 
0.13 
0.27 
0.11 
0.07 
0.13 
0.16 
0.09 
0.17 
0.09 
0.09 
0.08 
0.12 
0.07 
0.08 
0.07 
0.18 
0.34 
0.24 
0.16 
0.17 
0.24 
0.32 
0.40 
0.19 
0.14 
0.21 
0.80 
0.83 
0.77 
0.77 
0.80 
0.84 
0.81 
0.82 
0.77 
0.78 
0.78 
0.80 
0.74 
0.76 
0.65 
0.66 
0.61 
0.68 
0.67 
0.74 
0.91 
0.95 
0.83 
0.79 
0.69 



O.06 
0.05 
0.09 
0.07 
0.07 
0.09 
0.25 
0.O7 
0.81 
0.37 
0.23 
0.21 
0.23 
0.20 
0.21 
0.22 
0.20 
0-31 
0.21 
0.20 
0.28 
0.20 
0.24 
0.01 
0.01 
0.01 
0.04 
0.01 
0.01 
0.03 
0.03 
0.08 
0.13 
0.26 
0.12 
0.08 
0.14 
0.15 
0.10 
0.16 
0.09 
0.09 
0.08 
0.12 
0.07 
0.08 
0.08 
0.18 
0.34 
0.23 
0.16 
0.18 
0.25 
0.31 
0.40 
0.19 
0.15 
0.21 
0.79 
0.82 
0.78 
0.77 
0.80 
0.83 
0.80 
0.81 
0.76 
0.79 
0.78 
0.81 
0.73 
0.76 
0.65 
0.65 
0.61 
0.69 
0.67 
0.74 
0.90 
0.95 
0.84 
0.78 
0.70 
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17.64 
18.46 
18.15 
17.65 
16.70 
19.06 
18.73 
18.79 
16.13 
14.24 
15.05 
10.58 
10.32 
10.75 
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0.10 
0.11 
0.27 
0.09 
0.08 
0.64 
0.72 
0.77 
0.60 
0.45 



0.05 
0.15 
0.10 
0.06 
0.11 
0.24 
0.23 
0.24 
0.26 
0.20 
0.20 
0.18 
0.28 
0.20 
0.33 
0.29 
0.22 
0.24 
0.09 
0.07 
0.05 
0.06 
0.02 
0.08 
0.12 
0.16 
0.27 
0.13 
0.11 
0.08 
0.10 
0.13 
0.09 
0.10 
0.09 
0.11 



.09 
.10 
,08 
10 
11 



0.28 
0.10 



0.24 
0.19 
0.27 
0*25 
0.22 
0.26 
0.38 
0.19 
0.35 
0.23 
0.04 
0.01 
0.05 
0.03 
0.04 
0.02 
0.06 
0.08 
0.07 
0.06 
0.12 
0.03 
0.07 
0.11 
0.08 
0.03 
0.05 
0.06 
0.07 
0.23 
0.04 
0.0b 
0.11 
0.09 



08 
0.65 
0.71 
0.76 
0.60 
0.45 
0.24 
0.18 
0.27 
0.25 
0.23 
0.26 



37 
18 
35 
23 
04 
,01 
0.04 
0.02 
0.04 
0.02 
0.06 
0.09 
0.08 
0.07 
0.13 
0.03 
0.06 
0.11 
0.09 
0.04 
0.05 
0.06 
0.08 
0.24 
0.04 
0.06 
0.11 
0.08 
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15 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



{segid 3A4 and resid 259 and name C 
(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and lesid 259 and name C ) 
(segid 3A4 and res id 259 and name C ) 
t segid 3A4 and res id 259 and name C ) 
assign ( segid 3A4 and resid 259 and name C ) 
assign t segid 3A4 and resid 259 and name C > 
t segid 3A4 and tesid 259 and name CA > 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA 1 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
20 assign (segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 

(segid 3A4 and resid 259 and name CA ) 

25 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA > 
30 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
35 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and re 3 Id 259 and name CA > 
assign (segid 3A4 and resid 259 and name CA ) 
40 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA > 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
45 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA > 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA > 
50 assign (segid 3A4 and resid 259 and name CA > 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
55 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
60 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA > 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
65 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
70 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
75 assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (s*»gid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A1 and resid 259 and name CA ) 
80 assign (segid 3A1 and resid 259 end name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 
assign (segid 3A4 and resid 259 and name CA ) 



) (segid 3A4 end resid 39"? and name O ) 



1 and name C3B) 
1 and name C4B) 
1 and name CAB) 
1 and name CBB) 
1 and name CHC) 
1 and name CMC) 
) 
) 
) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 259 and name C 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 259 and name O 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 260 and name O ) 
(segid 3A4 and resid 261 and name C ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 261 and name N } 
(segid 3A4 and resid 261 and name O ) 
(segid 3A4 and resid 262 and name C ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name N ) 
(segid 3A4 and resid 262 and name O } 
(segid 3A4 and resid 263 and name C ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name N ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name N ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 271 and name CA J 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 280 and name CB > 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA > 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA J 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB > 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB J 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A1 and resid 365 and name CB J 
(segid 3A4 and resid 381 and name CA ) 
( segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 



7.32 
6.84 
7.49 
5.71 
5.33 
7.25 
7.46 
1.52 
1.52 
2.39 
4.40 
3.82 
4.88 
2.45 
5.27 
5.46 
5.48 
4.43 
6.57 
5.70 
5.07 
4.41 
4.53 
6.87 
7.45 
6.27 
6.00 
5.33 
5.22 
8.69 
7.38 
9.83 
10.44 
12.49 
12.20 
14.34 
13.97 
15.31 
16.54 
15.92 
18.37 
17.89 
19.37 
19.64 
18.42 
16.09 
15.84 
15.08 
16.66 
18.11 
14.92 
15.06 
11.42 
10.98 
13.03 
14.31 
14. S9 
15.71 
11.63 
10.76 
10.10 
9.80 
13.73 
14.97 
14.52 
14.87 
11.78 
11.14 
8.90 
7.46 
10.63 
10.30 
16.33 
15.02 
16.05 
17.93 
18.88 
18.10 
18.63 
16.70 
15.47 
16.56 
11.80 



0.31 
0.17 
0.19 
0.16 
0.25 
0.17 
0.18 
0.01 
0.00 
0.02 
0.03 
0.01 
0.04 
0.03 
0.05 
0.10 
0.10 
0.08 
0.11 
0.06 
0.09 
0.11 
0.10 
0.07 
0.08 
0.10 
0.11 
0.24 
0.07 
0.09 
0.07 
0.16 
0.15 
0.23 
0.29 
0.10 
0.10 
0.20 
0.16 
0.22 
0.22 
0.22 
0.31 
0.21 
0.26 
0.73 
0.76 
0.75 
0.73 
0.72 
0.68 
0.68 
0.68 
0.74 
0.64 
0.66 
0.62 
0.64 
0.63 
0.67 
0.57 
0.57 
0.52 
0.52 
0.51 
0.54 
0.63 
0.61 
0.63 
0.66 
0.65 
0.65 
0.61 
0.60 
0.79 
0.37 
0.55 
0.47 
0.76 
0.39 
0.19 
0.17 
0.19 



0.31 
0.17 
0.20 
0.16 
0.26 
0.17 
0.18 
0.01 
0.01 
0.02 
0.04 
0.02 
0.05 
0.02 
0.05 
0.10 
0.09 
0.07 
0.12 
0.06 
0.09 
0.11 
0.10 
0.07 
0.07 
0.10 
0.10 
0.24 
0.07 
0.08 
O.07 
0.16 
0.1S 
0.23 
0.28 
0.11 
0.10 
0.19 
0.16 
0.22 
0.22 
0.22 
0.31 
0.20 
0.27 
0.73 
0.77 
0.75 
0.73 
0.72 
0.68 
0.68 
0.68 
0.73 
0.64 
0.67 
0.61 
0.64 
0.64 
0.67 
0.57 
0.58 
0.52 
0.51 
0.50 
0.53 
0.62 
0.61 
0.62 
0.66 
0.65 
0.66 
0.61 
0.60 
0.80 
0.38 
0.55 
0.48 
0.76 
0.38 
0.20 
0.18 
0.18 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



Isegid 3A4 and resid 259 and name CA ) 
(segid 3A4 and lesid 259 and name CA ) 
(segid 3A4 and res id 259 and name CA ) 
(segid 3A4 and resid 259 and name CA 1 
(segid 3A4 and res id 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA J 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
Isegid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA J 
(segid 3A4 and tesid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA J 
(segid 3A4 and tesid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and tesid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA } 
(segid 3A4 and resid 259 and name CA J 
(segid 3A4 and resid 259 and name CA } 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA } 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and res id 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(aegid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA } 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 



(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB } 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 



(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
Isegid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA > 
(segid 3A4 and resid 396 and name CB J 
(segid 3A4 and resid 397 and name C ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 397 and name O ) 
(segid 3A4 and resid 398 and name CA > 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB } 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 42S and name CA ) 
(segid 3A4 and resid 426 and name CA > 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid HEM and resid 1 and name ClB) 
(segid HEM and resid 1 and name C1C) 
(segid HEM and resid 1 and name C2B) 
(segid HEM and resid 1 and name C2C) 
(segid HEM and resid 1 and name C3B) 
(segid HEM and resid 1 and name C4B) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CBB) 
(segid HEM and resid 1 and name CHC) 
(segid HEM and resid 1 and name CMB) 
(segid HEM and resid 1 and name CMC) 
(segid HEM and resid 1 and name NB ) 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB > 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 260 and name O ) 
(segid 3A4 and resid 261 and name C ) 
(segid 3A4 and resid 261 and name CA ) 
(segid 3A4 and resid 261 and name W ) 
(segid 3A4 and resid 262 and name C ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name H ) 



11.41 
11.38 
14.70 
18.04 
17.91 
18.11 
15.59 
16.20 
12.19 
10.87 
13.24 
13.88 
10.08 
10.04 
11.20 
11.72 
9.67 
9.68 
6.94 
6.40 
6.03 
6.4.9 
8.95 
10.19 
10.59 
11.28 
8.11 
6.98 
7.58 
11.33 
12.14 
12.39 
12.29 
10.88 
9.49 
12.24 
11.90 
15.40 
16.08 
15.61 
15.49 
14.33 
17.77 
17.56 
17.76 
16.16 
15.11 
16.37 
15-99 
16.27 
14.06 
11.24 
10.23 
11.88 
13.80 
15.38 
15,55 
18.28 
18.89 
7.49 
6.71 
6.49 
6.86 
5.47 
6.03 
4.35 
4.20 
5.75 
6.92 
6.09 
7.26 
5.45 
4.53 
5.45 
3.21 
6.26 
6.88 
6.85 
5.69 
6.82 
6.38 
5.60 
5.95 



0.19 
0.23 
0.15 
0.21 
0.14 
0.31 
0.25 
0.37 
0.24 
0.24 
0.21 
0.25 
0.24 
0.29 
0.34 
0.31 
0.38 
0.41 
0.29 
0.32 
0.33 
0.29 
0.32 
0.35 
0.32 
0.35 
0.42 
0.53 
0.29 
0.31 
0.32 
0.23 
0.24 
0.28 
0.28 
0.55 
0.58 
0.51 
0.31 
0.31 
0.25 
0.23 
0.45 
0.54 
0.61 
1.10 
0.78 
0.92 
1.07 
1.34 
0.69 
0.48 
0.54 
0.64 
1.31 
1.02 
0.85 
0.34 
0.22 
0.22 
0.18 
0.18 
0.17 
0.19 
0.21 
0.16 
0.24 
0.18 
0.17 
0.16 
0.23 
0.05 
0.07 
0.10 
0.07 
0.07 
0.10 
0.08 
0.06 
0.08 
0.11 
0.14 
0.11 



0.19 
0.22 
0.14 
0.21 
0.15 
0.31 
0.25 
0.38 
0.23 
0.25 
0.22 
0.25 
0.24 
0.29 
0.34 
0.31 
0.37 
0.41 
0.30 
0.32 
0.34 
0.29 
0.31 
0.35 
0.31 
0.35 
0.43 
0.52 
0.30 
0.31 
0.32 
0.23 
0.23 
0.27 
0.27 
0.54 
0.57 
0.50 
0.32 
0.30 
0.25 
0.24 
0.44 
0.55 
0.61 
1.10 
0.77 
0.92 
1.07 
1.33 
0.68 
0.48 
0.53 
0.63 
1.31 
1.01 
0.85 
0.33 
0.22 
0.21 
0.19 
0.18 
0.16 
0.18 
0.21 
0.16 
0.23 
0.17 
0.17 
0.15 
0.23 
0.05 
0.08 
0.09 
0.07 
0.08 
0.09 
0.09 
0.06 
0.08 
0.11 
0.15 
0.10 



ii h r * M i„ .» , J • IT"* *" • ~~ ~~V ~~ % 



298 



10 



15 



20 



25 



30 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



40 



45 



50 



55 



60 



65 



70 



75 



SO 



(segid 3A4 
(segid 3A4 
(sag id 3A4 
{segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB 1 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB } 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 



259 and name CB 
259 and name CB 
259 and name CB 
259 and name CB 
259 and name CB 
259 and name CB 
259 and name CB 
259 and name CB 
259 and name CB 
259 and name CB 
259 and name CB . 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 



259 and name CB 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB ) 
259 and name CB } 
259 and name CB ) 
259 and name CB ) 



(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name N > 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 267 and name CA > 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name CA 1 
(segid 3A4 and resid 26B end name CB ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA > 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and tesid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB > 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
Isegid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA > 
Isegid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB > 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB > 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA > 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name C ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 397 and name N ) 
(segid 3A4 and resid 397 and name 0 ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and xesid 399 and name CB ) 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 



7.01 
6.47 
5.55 
6.18 
9.70 
11.09 
11.39 
13.30 
12.93 
15.42 
15.14 
16.39 
17.36 
16.64 
19.24 
18.78 
18.70 
16.14 
15.78 
15.08 
16.97 
18.43 
15.41 
15.51 
11.84 
11.21 
13.55 
14.76 
15.40 
16.50 
12.61 
11.68 
11.08 
10.62 
14.77 
15.94 
15.75 
16.08 
13.15 
12.43 
10.28 
8.87 
11.77 
11.30 
17.39 
16.04 
17.31 
19.01 
19.19 
17.43 
16.19 
17.31 
12.61 
11.84 
11.64 
15.18 
18.38 
17.93 
18.21 
15.62 
16.21 
12.06 
10.82 
12.69 
13.27 
9.33 
9.60 
10.89 
10.94 
8.55 
8.46 
6.28 
5.61 
5.50 
6.66 
5.87 
8.47 
9.78 
9.69 
10.25 
7.11 
7.11 
5.84 



0.13 
0.13 
0.25 
0-08 
0.10 
0.13 
0.16 
0.30 
0.35 
0.14 
0.10 
0.18 
0.25 
0.32 
0.30 
0.29 
0.24 
0.70 
0.74 
0.72 
0.69 
0.68 
0.62 
0.62 
0.61 
0.65 
0.60 
0.63 
0.58 
0.59 
0.59 
0.62 
0.57 
0.55 
0.53 
0.51 
0.52 
0.52 
0.65 
0.64 
0.62 
0.65 
0.69 
0.71 
0.64 
0.63 
0.83 
0.40 
0.49 
0.41 
0.24 
0.21 
0.21 
0.24 
0.28 
0.18 
0.26 
0.15 
0.28 
0.28 
0.40 
0.27 
0.28 
0.23 
0.25 
0.26 
0.36 
0.41 
0.40 
0.44 
0.44 
0.38 
0.41 
0.42 
0.42 
0.37 
0.40 
0.42 
0.39 
0.41 
0.37 
0.46 
0.54 



0.13 
0.13 
0.24 
0.08 
0.09 
0.13 
0.16 
0.29 
0.35 
0.14 
0.10 
0.18 
0.26 
0.32 
0.30 
0.29 
0.24 
0.70 
0.75 
0.72 
0.69 
0.69 
0.61 
0.61 
0.61 
0.65 
0.60 
0.63 
0.58 
0.60 
0.59 
0-61 
0.56 
0.56 
0.52 
0.51 
0.52 
0.52 
0.65 
0.64 
0.61 
0.64 
0.68 
0.71 
0.64 
0.62 
0.83 
0.41 
0.49 
0.41 
0.23 
0.21 
0.21 
0.23 
0.28 
0.18 
0.25 
0.15 
0.29 
0.29 
0.39 
0.28 
0.29 
0.23 
0.24 
0.26 
0.37 
0.40 
0.40 
0.43 
0.45 
0.39 
0.40 
0.42 
0.42 
0.38 
0.39 
0.41 
0.40 
0.41 
0.37 
0.45 
0.53 
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10 



15 



20 



assign 
abSign 
assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 2b9 and name CB ) 
assign <seiid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 259 and name CB ) 
(segxd 3A4 and resid 259 and name CB ) 
Isegid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
{segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 259 and name CB ) 
assion (segid 3A4 and resid 259 and name CB 
assign segid 3A4 and resid 259 and name CB 
assign segid 3A4 and resid 259 and name CB 
assign Isegid 3A4 and resid 259 and name CB 
assign (segid 3A4 and resid 259 and name CB 
assign (segid 3A4 and resid 259 and name CB 
assign (segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB > 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 259 and name CB ) 
" resid 259 and name CB 1 



assign 
assign 
assign 
assign 
assign 
assign 



25 



30 



assign (segid 3A4 and -~ 

assign Uegid 3A4 and resid 259 and name CB 
assign (segid 3A4 and lesid 259 and name CB 
assign (segid 3A4 and resid 259 and name CB 
assign (segid 3A4 and resid 259 and name CB 
assign (segid 3A4 and resid 259 and name CB 
assign (segid 3A4 and resid 259 and name CB 



35 



40 



assign (segid 3A4 ana resia «~ ~ ^ HEM and resid 

SSS J=SS | an d d SS5 - name CB , ,se,id « and re^ 

*" iE IS 3^4 and III* III and ^ CB U?xd HEM and resid 

S S s a =s | s = I • '«? = - =? 

(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 2S9 and name CB ) 



(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB } 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB > 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and tesid 426 and name CA J 
(segid 3A4 and resid 427 and name CA ) 16.48 
(segid 3A4 and resid 428 and name CA ) 17.72 
(segid 3A4 and resid 431 and name CA ) 15.17 
(segid 3A4 and resid 433 and name CA 12.68 
) (segid 3A4 and resid 434 and name CA ) 11.66 
) (segid 3A4 and resid 435 and name CA 13.20 
) (segid 3A4 and resid 436 and name CA } 14.94 
) (segid 3A4 and resid 437 and name CA ) 
) (segid 3A4 and resid 438 and name CA ) 
) (segid 3A4 and resid 439 and name CA ) 



7.24 
6.81 
10.94 
11.68 
11.67 
11.40 
10.38 
9.05 
12.15 
11.92 
15.10 
15.63 
15.04 
15.33 
14.27 
17.78 
17.64 
19.07 
17.56 



45 



50 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



1 and name C1C) 
1 and name C2B) 
and name C2C) 
and name C3B) 
and name C3C) 
and name C4B) 
and name CAB) 
and name CBB) 
and name CHC) 
1 and name CMC) 
1 and name NB ) 



1 
1 
1 
1 
1 
1 
1 



(segid 3A4 and resid 259 and name N 
(segid 3A4 and resid 259 and name N 
(segid 3A4 and rosid 259 and name N 
(segid 3A4 and resid 259 and name N 
(segid 3A4 and resid 259 and name N 
(segid 3A4 and resid 259 and name N 
(segid 3A4 and resid 259 and name N 
(segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and tesid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
55 assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
60 assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name M 
assign (segid 3A4 and resid 259 and name N 
65 assign (segid 3A4 and xesid 259 and name N 
assign (segid 3A4 and resid 259 and name n 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
70 assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name H 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
75 assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (segid 3A4 and resid 259 and name N 
assign (sogid 3A4 and resid 259 and name 0 
80 assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 end resid 259 and name o 
assign (segid 3A4 and resid 259 and name 0 
assign (segid 3A4 and resid 259 and name O 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 259 and name C ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 259 and name O ) 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid 260 and name N ) 
(segid 3A4 and resid 260 and name O ) 
- and resid 261 and name C ) 
and resid 261 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 261 and name N 
and resid 261 and name O 
and resid 262 and name C 
and resid 262 and name CA 
i Bey *« ™ and resid 262 and name CB 
(segid 3A4 and resid 262 and name N 
(segid 3A4 and resid 262 and name O 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CB 



(segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name N ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid HEM and resid 1 and name C1B) 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name C ) 
(segid 3A4 and res id 260 and name CA ) 
(segid 3A4 and resid 260 and name CB ) 
(segid 3A4 and resid. 260 and name N ) 



1 and name C1C) 
1 and name C2B) 
1 and name C2C) 
1 and name C3B) 
1 and name C3C) 
and name C4B) 
and name CAB} 
and name CBB) 
and name CHC) 
and name CMB) 
and name CMC) 
and name NB ) 
and naxno NC ) 



1 
1 
1 
1 
1 
1 
1 
1 



16.37 
16.50 
19.05 
6.30 
7.06 
6.15 
5.86 
7.38 
6.16 
4.76 
4.86 
5.54 
5.13 
7.45 
2.47 
1.46 
2.45 
3.52 
4.73 
4.23 
4.96 
2.81 
5.78 
5.64 
5.39 
4.39 
6.83 
6.50 
5.60 
5.03 
4.84 
7.68 
7.37 
7.20 
6.68 
6.19 
7.06 
6.46 
6.68 
6-U 
5.83 
6.39 
4.92 
7.54 
5.37 
4.10 
4.22 
5.19 
6.35 
5.91 
6.46 
7.17 
3.27 
2.96 
2.76 
4.25 
2.25 



0.31 
0.35 
0.35 
0.35 
0.28 
0.27 
0.29 
0.30 
0.51 
0.51 
0.47 
0.33 
0.32 
0.22 
0.20 
0.43 
0.55 
0.65 
1.11 
0.83 
0.B8 
0.76 
0.50 
0.54 
0.66 
1.40 
1.08 
0.88 
0.33 
0.23 
0.19 
0.22 
0.21 
0.21 
0.25 
0.18 
0.20 
0.23 
O.20 
0.26 
0.01 
0.01 
0.02 
0.03 
0.05 
0.06 
0.13 
0.05 
0.05 
0.09 
0.12 
0.09 
0.09 
0.05 
0.07 
0.07 
0.10 
0.05 
0.08 
0.09 
0.24 
0.06 
0.34 
0.34 
0.20 
0.20 
0.17 
0.19 
0.17 
0.19 
0.20 
0.13 
0.25 
0.18 
0.18 
0.20 
0.23 
0.23 
0.03 
0,06 
0.06 
0.07 
0.02 



0.34 
0.35 
0.34 
0.36 
0.27 
0.28 
0.30 
0.30 
0.51 
0.52 
0.46 
0.34 
0.33 
0.21 
0.21 
0.44 
0.55 
0.64 
1.11 
0.83 
0.89 
0.75 
0.49 
0.54 
0.66 
1.40 
1.08 
0.88 
0.32 
0.23 
0.20 
0.21 
0.21 
0.21 
0.24 
0.19 
0.19 
0.22 
0.20 
0.26 
0.01 
0.02 
0.02 
0.02 
0.05 
0.05 
0.13 
0.06 
0.05 
0.09 
0.11 
0.08 
0.09 
0.05 
0.07 
0.07 
0.10 
0.06 
0.07 
0.09 
0.25 
0.06 
0.33 
0.33 
0.21 
0.20 
0.17 
0.20 
0.16 
0.19 
0.20 
0.13 
0.25 
0.19 
0.18 
0.20 
0.23 
0.22 
0.02 
0.05 
0.0G 
0.07 
0.02 



300 



assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign tsegxd 3A4 and tesid 259 and name O 
assign (segid 3A4 and iesid 259 and name O 
5 assign (segid 3A4 and resid 259 and name 0 
assign (segid 3A4 and resid 259 and name 0 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
10 assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name 0 
15 assign (segid. 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and iesid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
20 assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and iesid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
assign (segid 3A4 and resid 259 and name O 
25 assign (segid 3A4 and resid 259 and name 
assign (segid 3A4 and resid 259 and name 
assign (segid 3A4 and resid 259 and name 
assign (segid 3A4 and resid 25 and name 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (seqid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (3egid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign t segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resi-d 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



(segid 3A4 and resid 260 and name O ) 
(segid 3A4 and res id 261 and name C ) 
(seqid 3A4 and resid 261 and name CA ) 

* - t _■ r\ r -* ,-1 n-imn M 1 



25 and name 
25 and name 
25 and name 
25 and name 
25 and name 
25 and name 
25 and name CA > 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA } 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 



I5»wy*"-* - — — 

(segid 3A4 and resid 261 and name N 
(segid 3A4 and resid 261 and name O 
(segid 3A4 and resid 262 and name C 
(segid 3A4 and resid 262 and name CA 
(segid 3A4 and resid 262 and name CB 
(segid 3A4 and resid 262 and name N 
(segid 3A4 and resid 262 and name O 
(seqid 3A4 and resid 263 and name C 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB » 
(segid 3A4 and resid 263 and name CG 
(segid 3A4 and resid 263 and name N 
(segid 3A4 and resid 263 and name O 
(segid 3A4 and resid 264 and name C 
(segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 265 and name N 
(segid 3A4 and resid 266 and name N 
(segid 3A4 and resid 397 and name O 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N 
(segid HEM and resid 1 and name C3B) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CBB) 
(segid 3A4 and iesid 25 and name O ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and tesid 
(segid 3A4 and resid 



3.37 

4.13 

4.42 

3.49 

b.02 

3.88 

3.78 

3.64 

3.33 

5.06 



26 and name C ) 
26 and name CA ) 
26 and name N ) 
26 and name O ) 
29 and name CA ) 
) 
) 
) 
) 
) 
) 
> 



12 
98 
69 
.32 
.06 
.26 
.30 
.46 
.10 
6.94 
7.73 
7.08 
6.88 
7.09 
7.38 
6.13 
5.51 
1.23 
3.09 
2.44 
1.33 
3.83 
6.64 
6.07 

I. 53 
2.40 
4.48 
3.80 
2.43 
5.12 
6.44 
6.14 
7.78 

10.58 

II. 92 
13.96 



29 and name H 
25 and name C 

25 and name O 

26 and name C 
26 and name CA 
26 and name N 
26 and name O 
29 and name CA ) 

29 and name N ) 

30 and name CA ) 

31 and name CA ) 
iseaxo jMi «„- — 31 and name CB ) 
(segid 3A4 and resid 322 and name CA 
(segid 3A4 and tesid 323 and name CA 15.62 
(segid 3A4 and resid 323 and name CB 16.50 

. name r-p. i (seaid 3A4 and resid 324 and name CA > 15.60 
25 S3 S ! ESS 3A4 and resid 324 and = CB , 15 

25 and na^e CA , M » -* 325 and n-. « ) 1^ 

(segid 3A4 and resid 32 and name CA ) 
(segid 3A4 and resid 32 and name CB ) 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 338 and name CA 17.54 
segid 3A4 and resid 338 and name CB 17.05 
segid 3A4 and resid 339 and name CA 18.57 
( segid 3A4 and resid 33 and name CA ) 15.30 
(segid 3A4 and resid 33 and name CB ) 
(segid 3A4 and resid 340 and name CA 
(seqid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and tesid 342 and name CA 
(seqid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB > 
segid 3A4 and resid 344 and name CA 11.92 
segid 3A4 and resid 344 and name CB 10.65 
(seqid 3A4 and resid 345 and name CA ) 15.32 
(seqid 3A4 and resid 345 and name CB ) 16.57 
(seqid 3A4 and resid 346 and name CA ) 15.66 
(seqid 3A4 and resid 346 and name CB ) 
(seqid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 430 and name CA ) 
segid 3A4 and resid 431 and name CA 15.47 
(segid 3A4 and resid 54 and name CA > 12.04 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 
25 and name CA ) 



11.56 
10.92 
17.13 
16.94 



16.14 
16.01 
13.18 
13.42 
11.40 
12.33 
13.78 



15.12 
16.98 
16.63 
14.24 



25 and name N 
25 and name N 
25 and name N 
25 and name N 
25 and name N 



25 and name C ) 
25 and name CA ) 

25 and name O ) 

26 and name C ) 
26 and name CA ) 



0.08 
0.12 
0.10 
0.08 
0.17 
0.04 
0.04 
0.11 
0.05 
0.05 
0.08 
0.08 
0.09 
0.22 
0.05 
0.09 
0.09 
0.10 
0.09 
0.14 
0.13 
0.32 
0.38 
0.35 
0.21 
0.20 
0.26 
0.01 
0.16 
0.02 
0.01 
0.27 
0-75 
0.87 
0.01 
0.02 
0.09 
0.04 
0.06 
0.34 
0.45 
0.61 
0.71 
0.67 
0.63 
1.46 
1.37 
1.35 
1.23 
1.31 
1.02 
0.93 
0.90 
0.91 
0.68 
0.97 
0.61 
0.58 
0.79 
0.92 
0.91 
0.87 
0.89 
0.86 
1.15 
1.06 
1.03 
1.20 
1.22 
1.22 
1.22 
1.16 
1.09 
1.14 
1. 
2 
1 
3 
0 
0 
0 



2.42 
1.46 
2.81 
5.09 
4.70 



0.09 
0.12 
0.11 
0.08 
0.18 
0.03 
0.04 
0.10 
0.06 
0.06 
0.07 
0.08 
0.08 
0.22 
0.06 
0.09 
0.09 
0.10 
0.09 
0.13 
0.13 
0.33 
0.39 
0.35 
0.20 
0.20 
0.26 
0.00 
0.16 
0.01 
0.01 
0.26 
0.75 
0.87 
0.01 
0.02 
0.09 
0.05 
0.06 
0.35 
0.46 
0.60 
0.72 
0.66 
0.63 
1.45 
1.38 
1.35 
1.24 
1.31 
1.03 
0.93 
0.90 
0.91 
0.67 
0.97 
0.61 
0.59 
0.80 
0.91 
0.92 
0.87 
0.89 
0.87 
1.14 
1.06 
1.03 
1.19 
1.22 
1.21 
1.21 
1.15 
1.09 
1.13 
1.15 
2.32 
1.84 
3.17 
0.02 
0.00 
0.23 
0.20 
0.21 



15 
31 
83 
.16 
.02 
.01 
.24 
0.20 
0.20 



301 



25 and name 
25 and name 
25 and name 
25 and name 
25 and name 
25 and name 
25 and name 
25 and name 
25 and name N 
25 and name O 
25 and name O 
25 and name O 
25 and name O 
25 and name O 
25 and name O 
25 and name 0 



N 
H 
N 
N 
N 
N 
N 
N 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign ( segid 3A4 and resid 
assign ( segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
20 assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
25 assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
30 assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 
assign Isegid 3A4 and resid 260 and name C 
35 assign (segid 3A4 and resid 260 and name C 
assign (seg-d 3A4 and resid 260 and name C 
assign (segid 3A4 and resid 260 and name C 



40 



26 and name N ) 
26 and name 0 ) 
29 and name C ) 
29 and name CA ) 
29 and name N ) 

29 and name 0 ) 

30 and name CA ) 
30 and name N ) 
30 and name O ) 
26 and name C ) 
26 and name CA ) 
26 and name N ) 
26 and name O ) 
29 and name C ) 
29 and name CA ) 
29 and name N ) 



) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
j (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) isegid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 

) (segid 3A4 and resid 260 and name CB ) 
> (segid 3A4 and resid 260 and name O ) 
) (segid 3A4 and resid 261 and name C > 
) (segid 3A4 and resid 261 and name CA ) 
) (segid 3A4 and resid 261 and name N ) 
) (segid 3A4 and resid 261 and name O ) 
) (segid 3A4 and resid 262 and name C ) 
) (segid 3A4 and resid 262 and name CA > 
) {segid 3A4 and resid 262 and name CB ) 
) (segid 3A4 and resid 262 and name N ) 
) (segid 3A4 and resid 262 and name O ) 
) (segid 3A4 and resid 263 and name C ) 
) (segid 3A4 and resid 263 and name CA ) 
) (segid 3A4 and resid 263 and name CB ) 
) (segid 3A4 and resid 263 and name CG ) 
) (segid 3A4 and resid 263 and name N ) 
) (segid 3A4 and resid 263 and name O ) 
} (segid 3A4 and resid 264 and name C ) 
) (segid 3A4 and resid 264 and name CA ) 
) (segid 3A4 and resid 264 and name N > 
) (segid 3A4 and resid 264 and name O ) 
) (segid 3A4 and tesid 265 and name N ) 



assign (segid 3A4 and resid 260 and name c 3A4 ana resid 260 and name C ) 

assign (segid 3A4 and resid 260 and name CA segid 3A4 a a ^ ^ cQ ) 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana ^ ^ ^ q ) 

assign (segid 3A4 and resid 260 and name CA segid 3A4 a ^ ^ q ) 

=s i=a a =s =s is ss = | - = - m - = ? > 

45 =s cs s s =s s s = s g | a - ss s= s ! 

sss a ss a =s E s 5s ss =s s=s m a = s \ 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 260 and name CA segid 3A4 an ^ ^ Q ) 

assign (segid 3A4 and resid 260 and name CA segid 3M ana ^ ^ ^ q ) 

assign (segid 3A4 and resid 260 and name CA segid A ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 260 and name CA ) isegia j/vi AJ M , — , on 
assign (segid 3A4 and resid 260 and name CA ) 
assign (segid 3A4 and resid 260 and name CA ) 
assign (segid 3A4 and resid 260 and name CA ) 
assign (segid 3A4 and resid 260 and name CA ) 
assign (segid 3A4 and resid 260 and name CA ) 

V . * . I ~. W OCA names PA 



50 



55 



(segia *»»»-• ■ : 

(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name N 
(segid 3A4 and resid 263 and name O 
segid 3A4 and resid 264 and name CA ) 

' . . . j j *t e * noma M 



3.46 
5.6B 
5.95 
5.30 
5.19 
6.85 
6.84 
5.85 
7.00 
3.08 
2. 77 
2.24 
3.78 
6.81 
6.16 
5.52 
2.49 
1.23 
3-03 
2.44 
1.34 
3.88 
4.60 
4.47 
5.20 
3.28 
5.69 
5.01 
4.70 
4.53 
5.05 
3.92 
6.23 
6.19 
5.16 
4.26 
7.36 
6.00 
1.52 
1.54 
2.40 
4.42 
3.81 
2.44 
5.34 
5.57 
5.46 
5.86 
4.39 
6.72 
5.90 
5.33 
4.76 
4.95 
4.69 
7.10 



60 



65 



70 



75 



80 



6.34 

and name ca j tsegxu ' ww ?3 « Qt n« m \ s 35 

=5- i«gid 3M and resid 260 8 „a na.ee CA , (segid 3M end resid 264 and name H, 5.35 
assign (segid 3A4 and resxd 260 and name CA segid 3A4 and re ^ ^ ^ ^ 

assign isegid 3A4 and resid 260 and name CA segid 3A4 and re ^ ffi „ 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana ^ lQ ^ 

(segid 3A4 and resid 260 and name CA segid 3A4 and res an(j ^ ^ , 12 .58 

(segid 3A4 and resid 260 and name CA segid 3A4 ano cB 12 ^ 

(segid 3A4 and resid 260 and name CA segid 3W and res ^ ^ ) ^ ^ 

(segid 3A4 and resid 260 and name CA segid 3A4 ana r ^ ^ 6( . 

(seaid 3A4 and resid 260 and name CA 1 (segid 3A4 ana 

segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 270 and name CB 
segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 271 and name CA 
, SB gid 3A4 and resid 260 and name CA segia onu - 

name CA ) 

(seqid 3A4 and resid 260 and name CA ) (segia m ano . 
- .- isegid 3A4 and reaid 260 and name CA » (segid 3A ana « ».j — 

name CB ) 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana ^ ^ ^ ^ ^ ^ 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana ^ name CB } 17 . 12 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana r ^ ^ j ^ ^ 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana re namQ ^ } w>21 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana res ^ nQme CB , 16 . 14 
assign (segid 3A4 and resid 260 and name CA segid 3A4 ana ^ ) ^ ^ 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana ^ ^ ^ ) ^ ^ 

assign (segid 3A4 and resid 260 and name CA segid 3M ana ^ CA ) 15.39 

assign (segid 3A4 and resid 260 and name CA segid 3A1 an ^ cb j ^ ^ g 

assign (segid 3A4 and resid 260 and name CA segid 3A4 an anrf ^ ^ } 16>27 

assign (segid 3A4 and resid 260 and name CA segid 3A4 ana ^ cb ) ^ ig 

assign (segid 3A4 and resid 260 and name CA ) (segia jai 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



0.25 
0.37 
0.30 
0.30 
0.39 
0.32 
0.55 
0.40 
0.43 
0.32 
0.02 
0.01 
0.41 
0.98 
l.OO 
1.05 
0.04 
0.00 
0.05 
0.01 
0.01 
0.12 
0.12 
0.12 
0.14 
0.14 
0.15 
0.13 
0.11 
0.11 
0.22 
0.09 
0.14 
0.24 
0.21 
0.17 
0.24 
0.28 
0.01 
0.02 
0.02 
0.05 
0.00 
0.02 
0.13 
0.16 
0.14 
0.17 
0.15 
0.17 
0.18 
0.15 
0.15 
0.21 
0.13 
0.17 
0.26 
0.23 
0.31 
0.24 
0.19 
0.22 
0.17 
0.22 
0.23 
0.15 
0.17 
0.19 
0.22 
0.26 
0.35 
0.56 
0.97 
0.99 
0.93 
0.95 
0.98 
0.90 
0.95 
0.79 
0.79 
0.61 
0.86 



15.08 
16.75 
16.00 
18.54 
18,04 
18.72 



0.26 
0.38 
0.31 
0.29 
0.39 
0.33 
0.55 
0.41 
0.44 
0.32 
0.03 
0.01 
0.41 
0.98 
1.00 
1.05 
0.03 
0.01 
0.05 
0.02 
0.00 
0.12 
0.13 
0.12 
0.13 
0.14 
0.16 
0.13 
0.10 
0.11 
0.23 
0.09 
0.13 
0.23 
0.22 
0.18 
0.25 
0.27 
0.01 
0.01 
0.02 
0.05 
0.01 
0.01 
0.12 
0.16 
0.14 
0.16 
0.14 
0.18 
0.18 
0.16 
0.16 
0.20 
0.14 
0.18 
0.25 
0.22 
0.30 
0.24 
0.18 
0.21 
0.17 
0.21 
0.23 
0.15 
0.16 
0.19 
0.23 
0.26 
0.36 
0.56 
0.97 
1.00 
0.93 
0.95 
0.99 
0.90 
0.95 
0.80 
0.79 
0.81 
0.85 
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assign (segid 3A4 and resid 260 and name CA ) (scgld 3A4 and resid 312 and name CA ) 12-81 0.B4 0.84 
assign {segid 3A4 and resid 260 and name CA ) (segid 3A4 and resld 312 and name CD ) 11.80 0.89 0.88 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 313 and name CA ) 12.14 0.65 0.66 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 313 and name CB> 12.26 0.65 0.64 
5 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 314 and name CA ) 15.66 0.59 0.58 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 314 and name CB ) 16.92 0.60 0.60 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 315 and name CA ) 15.56 0.60 0.60 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 315 and name CB ) 15.69 0.68 0.68 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 316 and name CA > 12.46 0.63 0.63 
10 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 317 and name CA ) 12.64 0.62 0.61 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 318 and name CA ) 9.98 0.67 0.68 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 318 and name CB ) 8.60 0.71 0.71 
assign (segid 3A4 and resid 260 and name CA > (segid 3A4 and resid 319 and name CA ) 12.27 0.5S 0.55 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 319 and name CB ) 12.33 0.51 0.52 
15 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 347 and name CA ) 18.43 0.68 0.69 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 347 and name CB ) 17.25 0.67 0.68 
assign (segid 3A4 and tesid 260 and name CA ) (segid 3A4 and resid 348 and name CA ) 17.55 0.84 0.84 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 363 and name CB ) 18.37 0.67 0.67 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 382 and name CA) 18.41 0.23 0.23 
20 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 382 and name CB ) 19.42 0.25 0.25 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 383 and name CA ) 14.64 0.25 0.24 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 384 and name CA ) 14.80 0.17 0.18 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 384 and name CB ) 14.93 0.17 0.18 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 385 and name CA ) 17.90 0.19 0.18 
25 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and tesid 390 and name CA ) 19.12 0.21 0-21 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 391 and name CA ) 15.77 0.20 0.21 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 391 and name CB ) 14.49 0.21 0.21 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 392 and name CA ) 16.84 0.25 0.26 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 392 and name CB ) 17.34 0.29 0.30 
30 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 393 and name CA ) 13.68 0.28 0.27 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 394 and name CA ) 13.84 0.28 0.29 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 394 and name CB ) 15.01 0.34 0-33 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 395 and name CA ) 15.31 0.32 0.31 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 396 and name CA ) 12.93 0.36 0.36 
35 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 396 and name CB ) 12.86 0.39 0.39 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 397 and name CA ) 9.90 0.32 0.32 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 397 and name CB ) 9.74 0.34 0.35 
assign (segid 3A4 and resid 260 and name CA > (segid 3A4 and resid 398 and name CA ) 12.10 0.40 0.39 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 398 and name CB ) 13.44 0.43 0.43 
40 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 399 and name CA ) 13.22 0.31 0.32 
a b sign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 399 and name CB ) 13.97 0.34 0.34 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 400 and name CA } 10.08 0.38 0.38 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 400 and name CB) 9.03 0.46 0.46 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 401 and name CA) 9.29 0.47 0.47 
45 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 402 and name CA ) 12.98 0.48 0.49 
assign (segid 3A4 and resid 260 and name CA > (segid 3A4 and resid 402 and name CB ) 14.11 0.47 0.47 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 403 and name CA 1 13.48 0.29 0.30 
assign (segid 3A4 and xesid 260 and name CA ) (segid 3A4 and resid 403 and name CB ) 13.49 0.28 0.27 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 404 and name CA ) 10.99 0.34 0.34 
50 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 404 and name CB ) 9.50 0.33 0.32 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 405 and name CA ) 12.31 0.81 0.82 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 405 and name CB ) 12.23 0.85 0.86 
assign (segid 3A4 and resid 260 and name CA > (segid 3A4 and resid 406 and name CA ) 15.78 0.70 0.70 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 407 and name CA ) 15.83 0.44 0.43 
55 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 407 and name CB ) 15.35 0.41 0.40 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 408 and name CA ) 14.47 0.43 0.42 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 408 and name CB ) 13.19 0.44 0.44 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 409 and name CA ) 16.98 0.59 0.58 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 409 and name CB ) 16.99 0.65 0.65 
60 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 411 and name CB ) 18.64 0.46 0.45 
assign (segid 3A4 and tesid 260 and name CA ) (segid 3A4 and resid 412 and name CA ) 19.07 0.31 0.30 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 414 and name CA ) 18.25 0.55 0.54 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 424 and name CA > 16.54 1.66 1.66 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 425 and name CA ) 3 5.34 0.99 0.99 
65 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 4 26 and name CA ) 14.06 1.12 1.12 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 427 and name CA ) 13.26 1.02 1.02 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 428 and name CA ) 14.82 0.99 0.99 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 429 and name CA ) 15.02 1.07 1.07 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 430 and name CA ) 15.91 1.42 1.41 
70 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 431 and name CA ) 14.31 0.56 0.57 
assign (segid 3A4 end resid 260 and name CA ) (segid 3A4 and resid 433 and name CA ) 10.67 0.61 0.61 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 4 34 and name CA ) 8.63 0.67 0.68 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 435 and name CA) 9.41 0.82 0.81 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 436 and name CA ) 10.74 1.55 1.56 
75 assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 437 and name CA ) 11.95 1.15 1.15 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 438 and name CA ) 12.30 0.92 0.93 
assign (segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 439 and name CA ) 14.91 0.44 0.44 
assign [segid 3A4 and resid 260 and name CA ) (segid 3A4 and resid 4 40 and name CA ) 15.86 0.33 0.33 
assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 261 and name C ) 5.39 0.05 0.05 
oO assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 261 and name CA ) 4.42 0.08 0.07 
assjgn (segid 3A4 end resid 260 and name CB ) (segid 3A4 and resid 261 and name M ) 3.08 0.07 0.08 
assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 261 and name 0 ) 6.28 0.14 0.13 
assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 262 and name C ) 6.96 0.17 0.16 
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assign (.segid 3A4 and resid ?60 and name CB ) (segid 3A4 and resid 262 and name CA ) 6.79 0.10 0.10 

assign (segld 3A4 and resld 260 and name CB ) (segxd 3A4 and resid 262 and name CB ) 7.25 0.12 0.12 

assign (segid 3A4 and resld 260 and name CB ) (beg id 3a4 and resid 262 and name N ) S.57 0.09 0.10 

assign (segid 3A4 and resld 260 and name CB ) (segid 3A4 and resid 263 and name C ) 7.07 0.28 0.27 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 263 and name CA ) 6.68 0.22 0.23 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 263 and name CB ) 6.04 0.25 0.26 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 263 and name CG ) 6.31 0.23 0.22 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 263 and name N ) 6.12 0.17 0.16 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 264 and name CA J 7.12 0.37 0.36 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 264 and name N ) 6.35 0.32 0.31 

assign {segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 265 and name CA ) 9.61 0.36 0.36 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 266 and name CA) 11.20 0.29 0.29 

assign {segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 267 and name CA ) 11.96 0.27 0.27 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 267 and name CB ) 11.20 0.30 0.30 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 268 and name CA ) 13.39 0.27 0.27 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 268 and name CB ) 12.88 0.31 0.30 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 269 and name CA ) 15.49 0.30 0.30 

assign (segid 3A4 and resld 260 and name CB > (segid 3A4 and resid 270 and name CA) 16.79 0.24 0.23 

assign (segid 3A4 and resid 260 and name CB } (segid 3A4 and resid 270 and name CB ) 16.23 0.26 0.25 

assign (segid 3A4 and resld 260 and name CB ) {segid 3A4 and resid 271 and name CA ) 17.62 0.26 0.27 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 271 and name CB ) 16.78 0.31 0.31 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 308 and name CA ) 17.76 0.98 0.97 

assign (segid 3A4 and resid 260 and name CB > (segid 3A4 and resid 308 and name CB ) 17.62 1.03 1.02 

assign (segid 3A4 and resid 260 and name CB ) (segid 3M and resid 309 and name CA ) 14.76 0.91 0.90 

assign {segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 309 and name CB ) 14.53 0.94 0.95 

assign {segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 310 and name CA ) 16.85 0.77 0.78 

assign {segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 310 and name CB > 18.25 0.77 0.77 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 311 and name CA ) 17.68 0.82 0.82 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 312 and name CA ) 14.18 0.86 0.87 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 312 and name CB ) 13.21 0.91 0.91 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 313 and name CA ) 13.45 0.67 0.67 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 313 and name CB ) 13.58 0.64 0.65 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 314 and name CA ) 16.88 0.60 0.60 

assign (segid 3A4 and resid 260 and name CB } (segid 3A4 and resid 314 and name CB ) 18.18 0.61 0.62 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 315 and name CA ) 16.69 0.63 0.63 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 315 and name CB ) 16.86 0.73 0.72 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 316 and name CA ) 13.45 0.66 0.65 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 317 and name CA ) 13.53 0.64 0.64 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 318 and name CA ) 10.60 0.69 0.70 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 318 and name CB ) 9.28 0.73 0.73 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 319 and name CA ) 12.66 0.57 0.58 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 319 and name CB ) 12.75 0.50 0.51 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 347 and name CB ) 17.94 0.77 0.76 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 382 and name CA ) 19.40 0.27 0.27 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 383 and name CA ) 15.63 0.27 0.28 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 384 and name CA ) 15.71 0.22 0.22 

assign (segid 3A4 and resid 260 and name CB ) {segid 3A4 and resid 384 and name CB ) 15.89 0.21 0.21 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 385 and name CA ) 18.64 0.27 0.28 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 391 and name CA) 16.41 0.22 0.23 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 391 and name CB ) IS. 21 0.23 0.22 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 392 and name CA ) 17.40 0.32 0.33 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 392 and name CB ) 17.79 0.37 0.36 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 393 and name CA ) 14.31 0.38 0.39 

assign {segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 394 and name CA ) 14.81 0.34 0.34 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 394 and name CB ) 16.00 0.39 0.38 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 395 and name CA) 16.34 0.37 0.37 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 396 and name CA ) 13.81 0.42 0.42 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 396 and name CB ) 13.60 0.47 0.46 

assign (segid 3A4 and lesid 260 and name CB ) (segid 3A4 and resid 397 and name CA ) 10.97 0.37 0.36 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 397 and name CB ) 10.81 0.37 0.36 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 398 and name CA) 13.40 0.41 0.41 

assign (segid 3a4 and resid 260 and name CB ) (segid 3A4 and resid 398 and name CB ) 14.75 0.43 0.43 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 399 and name CA ) 14.41 0.37 0.38 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 399 and name CB ) 15.06 0.39 0.39 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 400 and name CA ) 11.18 0.42 0.42 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 400 and name CB ) 10.05 0.47 0.47 

assign (segid 3A4 and resid 260 and name CB ) (aegid 3A4 and resid 401 and name CA ) 10.67 0.54 0.54 

assign {segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 402 and name CA ) 14.37 0.56 0.55 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 402 and name CB ) 15.49 0.52 0.52 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 403 and name CA ) 14.65 0.39 0.39 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 403 and name CB ) 14.56 0.36 0.37 

assign [segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 404 and name CA ) 12.08 0.47 0.48 

assign (segid 3A4 and resid 260 and name CB I {segid 3A4 and resid 404 and name CB ) 10.59 0.48 0.48 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 405 and name CA ) 13.57 0.93 0.93 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 405 and name CB ) 13.57 0-94 0.95 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 406 and name CA ) 17.01 0.61 0.80 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 407 and name CA ) 16.82 0.57 0.57 

a^Mgn (segxd 3A4 and resid 260 and name CB ) (segid 3A4 and resid 407 and name CB ) 16.27 0.54 0.54 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 40e and name CA ) 15.38 0.59 0.59 

assign {segxd 3A4 and resid 260 and name CB ) (segid 3A4 and resid 408 and name CB ) 14.12 0.60 0.59 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 409 and name CA ) 18.02 0.70 0.71 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 409 and n«*me CB ) 18.12 0.75 0.75 

assign (segid 3A4 and resid 260 and name CB ) (segid 3A4 and resid 424 and name CA ) 16.68 1.78 1.78 
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5.84 
9.94 
10.39 
17.78 
15.84 
14.84 
14.46 
17.16 
18.67 
18.11 



0.25 
0.53 
0.54 
0.36 
0.40 
0.39 
0.39 
0.37 
0.50 
0.39 
0.29 
0.01 
0.02 
0.04 
0.01 
0.02 
0.02 
0.08 
0.05 
0.08 
0.10 
0.22 
0.09 
0.06 
0.14 
0.09 
0.06 
0.16 
0.27 
0.27 
0.20 
0.26 
0.28 
0.17 
0.18 
0.17 
0.21 
0.33 
0.17 
0.14 
0.17 
0.16 
0.35 
0.44 
0.32 
0.34 
0.24 
0.38 
0.45 
0.58 
0.98 
0.98 
0.98 
1.00 
0.99 
1.00 
0.98 
1.04 
0.92 
0.92 
0.91 
0.93 
0.93 
0.95 
0.81 
0.81 
0.70 
0.73 
0.67 
0-77 
0.66 
0.72 
0.74 
0-76 
0.52 
0.42 
0.90 
0.83 
0.84 
0.95 
0.52 
0.47 
0.58 



84 
96 
,53 
,47 
.57 
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assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and res id 261 and name CA 
assign (segid 3A4 and res id 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
5 assign (segid 3A4 and res id 261 and name CA 
assign (segxd 3A4 and res id 261 and name CA 
assign {segid 3A4 and res id 261 and name CA 
assign (segid 3A4 and res id 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 

10 assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 

15 assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segxd 3A4 and resid 261 and name CA 

20 assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid' 261 and name CA 

25 asbign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 

30 assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 

35 assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 

40 assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segxd 3A4 and resid 261 and name CA 
assign (segxd 3A4 and resid 261 and name CA 
assxgn (segxd 3A4 and resid 261 and name CA 

45 assxgn (segid 3A4 and resid 261 and name CA 
assxgn (segid 3A4 and resid 261 and name CA 
assxgn (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 

50 assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assxgn (segxd 3A4 and resid 261 and name CA 
assxgn (segid 3A4 and res id 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 

55 assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and res id 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assxgn (segxd 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 

60 assxgn (segxd 3A4 and resid 261 and name CA 
assxgn (segxd 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assxgn (segxd 3A4 and resid 261 and name CA 

65 assxgn (segid 3A4 and resid 261 and name CA 
assxgn (segxd 3A4 and resid 261 and name CA 
assxgn (segid 3A4 and resid 261 and name CA 
assxgn (segid 3A4 and resid 261 and name CA 
assxgn (segid 3A4 and resid 261 and name CA 

70 assxgn (segxd 3A4 and resid 261 and name CA 
assxgn (segxd 3A4 and re3id 261 and name M 
assxgn (segid 3A4 and resid 261 and name N 
assxgn (segid 3A4 and resid 261 and name M 
assign (segid 3A4 and resid 261 and name N 

75 assxgn (segid 3A4 and resid 261 and name N 
assxgn (segid 3A4 and resid 261 and name N 
assxgn (segid 3A4 and resid 261 and name N 
assign (segid 3A4 and resid 261 and name N 
assign (segid 3a4 and xesid 261 and name H 

80 assign (segid 3A4 and resid 261 and name N 
assign (segid 3A4 and resid 261 and name N 
assign (segid 3A4 and resid 261 and name N 
assign (segid 3a4 and resid 261 and name H 



(vegid 3A4 and resid 361 and name CA 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segxd 3A4 and resxd 381 and name CA 
(segxd 3A4 and resxd 382 and name CA 
(segid 3A4 and resxd 382 and name CB 
(segxd 3A4 and resxd 383 and name CA 
(segxd 3A4 and resxd 384 and name CA 
(segxd 3A4 and resxd 384 and name CB 
(segxd 3A4 and resxd 385 and name CA 
(segxd 3A4 and resid 390 and name CA 
(segid 3A4 and resid 391 and name CA 
(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resxd 392 and name CB 
(segxd 3A4 and resxd 393 and name CA 
(segxd 3A4 and resxd 394 and name CA 
(segxd 3A4 and resxd 394 and name CB 
(segxd 3A4 and resxd 395 and name CA 
(segxd 3A4 and resid 396 and name CA 
(segxd 3A4 and resxd 396 and name CB 
(segxd 3A4 and resxd 397 and name CA 
(segxd 3A4 and resxd 397 and name CB 
(segxd 3A4 and resxd 398 and name CA 
(segxd 3A4 and resxd 398 and name CB 
(segxd 3A4 and xesxd 399 and name CA 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 403 and name CA 
(segid 3A4 and resid 403 and name CB 
(segxd 3A4 and resxd 404 and name CA 
(segxd 3A4 and resid 404 and name CB 
(segxd 3A4 and resid 405 and name CA 
(segxd 3A4 and resid 405 and name CB 
(segxd 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segxd 3A4 and resxd 408 and name CA 
(segid 3A4 and resxd 408 and name CB 
(segxd 3A4 and resxd 409 and name CA 
(segid 3A4 and resxd 409 and name CB 
(segxd 3A4 and resid 414 and name CA 
(segid 3A4 and resid 415 and name CA 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 423 and name CA 
(segid 3A4 and resid 424 and name CA 
(segid 3A4 and resxd 425 and name CA 
(segid 3A4 and resid 426 and name CA 
(segid 3A4 and resid 427 and name CA 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 4 29 and name CA 
(segid 3A4 and resxd 430 and name CA 
(segid 3A4 and zesxd 431 and name CA 
(segid 3A4 and resid 433 and name C 
(segid 3A4 and resxd 433 and name CA 
(segxd 3A4 and resxd 433 and name 0 
(segid 3A4 and resxd 434 and name C 
(segid 3A4 and resxd 434 and name CA 
(segxd 3A4 and resxd 434 and name N 
(segid 3A4 and resxd 435 and name CA 
(segid 3A4 and resxd 435 and name N 
(segid 3A4 and resxd 436 and name CA 
(segxd 3A4 and resid 437 and name CA 
(segxd 3A4 and resid 438 and name CA 
(segxd 3A4 and cesld 439 and name CA 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 261 and name C 
(segid 3A4 and resid 261 and name CA 
(segid 3a 4 and resid 261 and name O 
(segid 3A4 and resid 262 and name C 
(segid 3a4 and resid 262 and name CA 
(segid 3A4 and lesxd 262 and name CB 
(segid 3A4 and resid 2G2 and name N 
(segid 3A4 and resid 262 and name 0 
(segid 3A 4 and resxd 263 and name C 
(segxd 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CB 
(segia 3A4 and resid 2 63 and name CG 
(segid 3A4 and resid 263 and name N 



18.77 
16.84 
15.86 
17.60 
16.62 
17.51 
12.87 
13.90 
14.33 
16.67 
38.79 
15.92 
14.56 
17.77 
18.41 
15.05 
14.61 
15.49 
16.67 
15.01 
15.11 
11.49 
10.93 
13.19 
14.32 
15.15 
16.10 
12.52 
11.65 
10.78 
14.32 
15.41 
15.62 
15.90 
13.13 
11.68 
13.47 
13.04 
17.15 
17.75 
17.56 
15.99 
14.57 
17.86 
17.65 
18.07 
18.05 
17.14 
16.50 
13.94 
12.57 
10.90 
10.14 
11.79 
12.02 
13.16 
11.98 
5.95 
7.31 
4.99 
5.84 
5.16 
6.09 
6.52 
5.47 
8.84 
10.63 
11.07 
14.27 
15.55 
2.45 
1.46 
3.49 
4.76 
4.23 
4.98 
2.82 
5.85 
5.74 
5.46 
5.57 
6.05 
4.43 



0.57 
0.79 
0.70 
0.61 
50 
55 
49 
35 
31 
0.36 
0.30 
0.29 
0.29 
0.27 
0.32 
0.31 
0.33 
0.39 
0.36 
0.42 
0.48 
0.39 
0.40 
0.43 
0.48 
0.34 
0.37 
0.45 
0.54 
0.42 
0.45 
0.45 
0.32 
0.36 
0.33 
0.32 
0.67 
0.75 
0.65 
0.39 
0.38 
0.41 
0.42 
0.49 
0-57 
0.42 
0.89 
1.14 
0.87 
1.65 
0.73 
1.06 
0.74 
1.10 
1.03 
1.22 
0.37 
0.54 
0.53 
0.58 
0.53 
0.53 
0.52 
0.65 
0.51 
1.02 
0.83 
0.71 
0.39 
0.30 
0.02 
0.01 
0.06 
0.04 
0.04 
0.06 
0.05 
0.08 
0.07 
0.06 
0.09 
0.23 
0.06 



0.57 

0.80 

0.70 

0.61 

0.S0 

0.54 

0.49 

0.35 

0.31 

0.36 

0.31 

0.29 

0.29 

0.27 

0.31 

0.31 

0.34 

0.40 

0.36 

0.42 

0.47 

0.39 

0.40 

0.43 

0.49 

0.33 

0.36 

0.45 

0.55 

0.41 

0.45 

0.45 

0.32 

0.36 

0.33 

0.32 

0.67 

0.76 

0.65 

0.39 

0.38 

0.42 

0.41 

0.49 

0.56 

0.41 

0.89 

1.15 

0.87 

1.64 

0.73 

1.05 

0.74 

1.09 

1.02 

1.23 

0.37 

0.55 

0.53 

0.59 

0.53 

0.54 

0.53 

0-64 

0.52 

1.02 

0.84 

0.71 

0.40 

0.30 

0.03 

0.00 

0.07 

0.04 

0.04 

0.05 

0.06 

0.08 

0.06 

0.07 

0.09 

0.23 

0.05 
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assign (segld 3A4 and res id 261 and name N ) 
assign (segid 3A4 and resid 261 and name N ) 
assign (segid 3A4 and resid 261 and name N ) 
assign (segid 3A4 and resid 261 and name N ) 
5 assign (segid 3A4 and resid 261 and name N ) 
assign (segid 3A4 and resid 261 and name N ) 
assign (segid 3A4 and resid 261 and name N ) 
assign (segid 3A4 and resid 261 and name N ) 
assign (segid 3A4 and resid 261 and name N ) 
10 assign (segid 3A4 and resid 261 and name N ) 
assign (segid 3A4 and resid 261 and name N ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name O ) 
15 assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name O J 
assign (segid 3A4 and resid 261 and name 0 ) 
20 assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name 0 ) 
25 assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name O } 
assign (segid 3A4 and resid 261 and name O > 
30 assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name O ) 
35 assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name O ) 
40 assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name 0 ) 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name O ) 
45 assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 261 and name 0 > 
assign (segid 3A4 and resid 261 and name O ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
50 assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
55 assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
60 assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
65 assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segld 3A4 and resid 262 and name C ) 
70 assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C J 
75 assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name C ) 
assign (segid 3A4 and resid 262 and name CA ) 
80 assign (sogid 3A4 and resid 262 and name CA > 
assign (segid 3A4 and resid 262 and name CA ) 
assign (segid 3A4 and resid 262 and name CA ) 
assign (segid 3A4 and resid 262 and name CA ) 



(segid 3A4 and resid 263 and name O ) 
(segid 3A4 and resid 264 and name C ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name N ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name N ) 
(segld 3A4 and resid 318 and name CB ) 
(segld 3A4 and resid 433 and name 0 ) 
(segid 3A4 and resid 434 and name CA ) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CSB) 
(segid 3A4 and resid 262 and name C ) 
(segid 3A4 and resid 262 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name ) 
(segid 3A4 and resid 262 and name O ) 
(segid 3A4 and resid 263 and name C ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB > 
(segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name N ) 
(segld 3A4 and resid 263 and name O ) 
(segid 3A4 and resid 264 and name C ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name N > 
(segid 3A4 and resid 264 and name O ) 
(segid 3A4 and re3id 265 and name C ) 
(segid 3A4 and resid 265 and name CA ) 



(segid 3A4 and resid 265 and name N ) 
(segid 3A4 and resid 265 and name O ) 
(segid 3A4 and resid 266 and name C } 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 267 and name N ) 
(segid 3A4 and resid 316 and name O ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and tesid 433 and name C ) 
(segid 3A4 and resid 433 and name O ) 
(segid 3A4 and resid 434 and name C ) 
(segid 3A4 and resid 434 and name CA ) 



(segid 3A4 and resid 434 and name N 
(segid 3A4 and resid 434 and name O 
(segid 3A4 and zesid 435 and name C 
(segid 3A4 and tesid 435 and name CA 
(segid 3A4 and lesid 435 and name N 
(segid 3A4 and resid 435 and name O 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 262 and name CB ) 
and resid 262 and name O ) 
and resid 263 and name C ) 
and resid 263 and name CA ) 
and resid 263 and name CB ) 
and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name M ) 
(segid 3A4 and resid 263 and name 0 > 
(segid 3A4 and resid 264 and name C ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name N ) 
(segid 3A4 and resid 264 and name O ) 
(segid 3A4 and resid 265 and name C ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name N ) 
(segid 3A4 and resid 265 and name O ) 
(segid 3A4 and resid 266 and name C ) 
(segid 3A4 and resid 266 and name CA > 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 266 and name O ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name N ) 
(segid 3A4 and resid 268 and name N ) 
(segid 3A4 and resid 312 and name C ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 312 and name 0 > 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CBB) 
(segid 3A4 and resid 262 and name C ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and res id 262 and name O ) 
(segid 3A4 and resid 263 and name C ) 
(segld 3A4 and resid 263 and name CA ) 



6.94 
6.48 
5.69 
4.92 
7.15 
6.06 
6.55 
6.04 
6.37 
7.67 
7.14 
2.99 
2.75 
4.23 
2.23 
3.48 
4.16 
4.45 
5.45 
6.34 
3.49 
5.05 
3.83 
3.82 
3.37 
5.00 
4.89 
3.78 
2.96 
6.04 
7.16 
6.24 
4.90 
6.91 
7.00 
7.17 
6.12 
6.49 
5.67 
5.91 
5.52 
6.50 
6.96 
6.97 
6.22 
5.36 
6.67 
2.49 
1.24 
3.02 
2.44 
3.71 
4.22 
1.32 
3.84 
4.54 
4.47 
3.29 
5.60 
4.77 
4.53 
3.82 
5.98 
6.00 
4.86 
4.00 
7.13 
7.28 



0.08 
0.18 
0.15 
0.10 
0-28 
0.22 
0.75 
0.63 
0.60 
0.14 
0.29 
0.15 
0.02 
0.02 
0.01 
0.18 
0.27 
0.26 
0.28 
0.31 
0.22 
0.26 
0.16 
0.25 
0.29 
0.13 
0.25 
0.23 
0.17 
0.27 
0.30 
0.32 
0.31 
0.31 
0.56 
0.37 
0.35 
0.33 
0.39 
0.25 
0.25 
0.27 
0.33 
0.58 
0 
0 
0 
0 
0 
0 



45 
30 
76 
04 
01 
05 
0.02 
0.03 
0.13 
0.01 
0.06 
0.10 
0.09 
0.11 
0.08 
0.13 
0.17 
0.15 
0.15 



38 
95 
82 
19 
37 
10 
18 
31 
7.68 
6.54 
1.53 
1.53 
2.39 
4.41 
3.82 



0.14 
0.16 
0.13 
0.15 
0.15 
0.17 
0.14 
0.07 
0.74 
0.85 
0.68 
0.37 
0.49 
0.10 
0.13 
0.02 
0.02 
0.02 
0.03 
0.01 



0.07 
0.18 
0.15 
0.09 
0.28 
0.22 
0.75 
0.64 
0.60 
0.13 
0.30 
0.15 
0.03 
0.03 
0.02 
0.18 
0.27 
0.26 
0.27 
0.31 
0.23 
0.27 
0.17 
0.25 
0.30 
0.14 
0.26 
0.24 
0.17 
0.26 
0.29 
0.32 
0.31 
0.31 
0.56 
0.37 
0.34 
0.33 
0.40 
0.25 
0.26 
0.27 
0.33 
0.59 
0.45 
0.31 
0.75 
0.03 
0.00 
0.05 
0.01 
0.04 
0.14 
0.02 
0.07 
0.10 
0.08 
0.10 
0.09 
0.14 
0.17 
0.14 
0.15 
0.15 
0.17 
0.13 
0.16 
0.15 
0.17 
0.15 
0.07 
0.74 
0.85 
0.69 
0.36 
0.48 
0.11 
0.12 
0.01 
0.01 
0.02 
0.04 
0.01 
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assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 2t>2 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign {segid 3A4 and res id 262 and name CA 
5 assign (segid 3A4 and resid 262 and name CA 
assign (seqid 3A4 and lesid 262 and name CA 
assign t segid 3A4 and res id 262 and name CA 
assign (segid 3A4 and cesid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

10 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

15 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3a4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

20 assign (segid 3a4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

25 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

30 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

35 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

40 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

45 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

50 assign (segid 3A4 and resid 262 and name CA 
assiqn (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

55 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

60 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

65 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

70 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 

75 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 1A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 
■ assign (segid 3A4 and resid 262 and name CA 

80 assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid ?62 and name CA 
assign (segid 3A4 and resid 262 and name CA 
assign (segid 3A4 and resid 262 and name CA 



(segid 3A4 and re sad 263 and name CB 
(segid 3A4 and resid 263 and name CG 
(segid 3A4 and resid 263 and name N 
(segid 3A4 and resid 263 and name 0 
(segid 3A4 and resid 264 and name C 
(segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name O 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name CA 
(segid 3A4 and resid 265 and name H 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name N 
(segid 3A4 and resid 267 and name CA 
(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 261 and name N 
(segid 3A4 and resid 268 and name CA 
(segid 3A4 and resid 268 and name CB 
(segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 270 and name CA 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CB 
(segid 3A4 and resid 272 and name CA 
(segid 3A4 and resid 272 and name CB 
(segid 3A4 and lesid 273 and name CA 
(segid 3A4 and resid 273 and name CB 
(segid 3A4 and resid 274 and name CA 
(segid 3A4 and resid 276 and name CA 
(segid 3A4 and resid 27 6 and name CB 
(segid 3A4 and resid 277 and name CA 
(segid 3A4 and resid 277 and name CB 
(segid 3A4 and resid 2*7 9 and name CB 
(segid 3A4 and resid 280 and name CA 
(segid 3A4 and resid 280 and name CB 
(segid 3A4 and resid 304 and name CA 
(segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 305 and name CA 
(segid 3A*4 and resid 305 and name CB 
(segid 3A4 and resid 306 and name CA 
(segid 3A4 and resid 307 and name CA 
(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 308 and name CA 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and tesid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 318 and name N 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 34 6 and name CA 
(segid 3A4 and resid 34 6 and name CB 
(segid 3A4 and resid 34 7 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and re3id 349 and name CA 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and res id 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and res id 357 and name CB 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name CB 



4.87 
5.18 
2.44 
5.30 
5.47 
5.44 
4.38 
6.59 
5.57 
5.06 
4.52 
6.75 
7.23 
5.98 
5.02 
8.63 
8.78 
7.29 
9.88 
9.44 
10.48 
12.22 
11.87 
14.10 
13.72 
15.20 
14.55 
16.29 
15.60 
18.32 
16.61 
15.40 
16.08 
16.11 
19.26 
16.90 
15.45 
17.19 
17.69 
14.07 
14.18 
13.61 
14.23 
15.54 
11.75 
11.91 
8.92 
9.15 
10.65 
12.12 
11.01 
11.96 
7.51 
6.67 
6.73 
7.05 
7.48 
6.62 
10.45 
11.65 
10.28 
10.39 
7.58 
8.29 
6.95 
5.73 
7.02 
10.14 
10.39 
17.39 
18.02 
14.82 
13.81 
13.48 
17.07 
17.61 
17.49 
15.05 
16.82 
16.52 
18.57 
17.94 
18.36 



02 
13 
03 
05 
12 
10 
11 
12 
0.17 
0.22 
0.16 
0.20 
0.15 
0.19 
0.15 
0.12 
0.13 
0.13 
0.07 
0.11 
0.25 
0.15 
0.17 
0.13 
0.10 
0.31 
0.43 
0.26 
0.24 
0.51 
0.23 
0.21 
0.38 
0.47 
0.42 
0.58 
0.57 
0.93. 
0.87 
0.97 
0.98 
1.01 
1.00 
0.99 
0.95 
0.95 
0.99 
1.08 
0.88 
0.88 
0.84 
0.86 
0.85 
0.87 
0.74 
0.69 
0.67 
0.66 
0.63 
0.65 
0.64 
0.68 
0.78 
0.61 
0.31 
0.36 
0.44 
0.36 
0.39 
0.82 
0.99 
0.73 
0.70 
0.92 
0.94 
0.58 
0.60 
0.43 
0.60 
0.73 
0.43 
0.60 
0.64 



0.02 

0.13 

0.02 

0.06 

0.12 

0.11 

0.11 

0.12 

0.19 

0.22 

0.17 

0.19 

0.16 

0.19 

0.16 

0.12 

0.13 

0.12 

0.06 

0.11 

0.24 

0.15 

0.17 

0.13 

0.11 

0.30 

0.43 

0.25 

0.24 

0.51 

0.24 

0.20 

0.38 

0.47 

0.42 

0.58 

0.57 

0.92 

0.88 

0.98 

0.98 

1.01 

1.00 

0.98 

0.96 

0.96 

0.99 

1.07 

0.88 

0.88 

0.85 

0.87 

0.85 

0.88 

0.74 

0.70 

0.67 

0.67 

0.63 

0.66 

0.65 

0.68 

0.79 

0.60 

0.31 

0.37 

0.44 

0.36 

0.39 

0.83 

0.98 

0.72 

0.71 

0.91 

0.94 

0.58 

0.60 

0.44 

0.60 

0.73 

0.44 

0.59 

0.63 
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0.6b 
0.72 



assign (segxd 3A4 and xesxd 262 and name CA > (segxd 3A4 and resxd 361 and name CA ) 0.66 
assign segxd 3A4 and reexd 262 and name CA ) segxd 3A4 and resid 361 and name ^ q >61 0 . 62 

tt«tnn seaid 3A4 and resid 262 and name CA ) (segxd 3A4 and resxd 362 ana name u« i 

assign Z£d 3A4 ana resxd 262 and name CA > (segxd 3A4 and resxd 362 and name CB ^ Q 6g q.69 

5 assign segxd 3A4 and resxd 262 and name CA segid 3A4 and resxd 363 and name CA » ^ 

assign (segxd 3A4 and resxd 262 and name CA ) segxd 3A4 ana resxa u Q ?g „ 7g 

„,|!: ™,d 3A4 and resxd 262 and name CA ) (segxd 3A4 and resxd JM ana name v» i ? 
assxgn segxd M4 anS resxd 262 and name CA ) (segxd 3A4 and resxd 364 and name CB 17. « o ^ q.98 
assxgn segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 365 and name ^ ^ 0.99 1.00 

10 assxgn (segxd 3A4 and resxd 262 and name CA segid 3A4 and resxa ^ 8g Q „ g 

assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd ^ ^ ^ ( 35 
assxon (segxd 3A4 and resid 262 and name CA } isegxa j»« - roslA 3B 2 and name CB ) IS. 55 0.37 0.38 
assign segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 382 and name ^ 
assign '(segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 383 and name ^ , 
IS assign (segxd 3A4 and resxd 262 and name CA segxd 3A4 a ^ ^ cfJ ) 12 22 „ 2g o.28 

assign (segxd 3A4 and resxd 262 and name CA ) (segia ana * 2Q Q 2g „ 29 

assign segxd 3A4 and resxd 262 and name CA segid 3A4 and resxd 385 and na^ 18 fi2 0 . 26 o.26 

assim (segid 3A4 and resid 262 and name CA ) segxd 3A4 ana resi j 38 q >2 3 0.24 

as"^n segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 390 and name ^ ^ q 33 0.33 

20 assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxa ^ 14.64 0.21 0.21 

assign (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd naroe CB , „.„ o.23 0.22 

assign (segxd 3A4 and resxd 262 and name CA ) segxd ja« ana reo g6 Q lg 0 lg 

assign segxd 3A4 and resxd 262 and name CA ) segxd 3A4 and resxd 392 and na q _ m q m 

assig^ (segid 3A4 and resxd 262 and name CA segxd 3A4 and resxd 392 and name ^ . 
25 assign (segxd 3A4 and resxd 262 and name CA segxd » ana ^ ^ , 12 . 4 g q.33 0.33 

assxan (segxd 3A4 and xesxd 262 and name CA 1 isegxa J/w snu «" ^ , 13 22 0 . 40 0.41 

assign (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 394 and name ^ ^ 
assign (segxd 3A4 and resxd 262 and name CA segxd 3A4 ana r ^ ^ } ig 12 „ „ 

assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 ana res cb ^ fi8 0.49 0.48 

30 assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd ^ ^ ( g ^ 

assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 ana re ^ B.85 0.42 0.43 

assxln (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 3| CA ) 10.19 0.51 0.51 

assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd w u M „ s , 0-5 g 

assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxa m g Q 4S o.44 

35 assign segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 399 and a^ } ^ ^ Q <fi 

assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd « ttl4 , 0 .58 0.58 

assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd ^ ^ ^ > „ 
assxln (segid 3A4 and resid 262 and name CA segxd 3A4 ana r an<j ^ ^ ) 7 . 94 q.S4 0.54 

assign (segid 3A4 and resid 262 and name CA segxd 3A4 ana ^ ^ } u 2Q 0.53 

40 assign (segid 3A4 and resid 262 and name CA segxd 3A« ana r u.ffl 0.5S 0.56 

assign (segxd 3A4 and resxd 262 and name CA ) (segxd 3A4 and resxa *u 0.48 0.48 

Assign Uegxd 3A4 and resid 262 and name CA segid 3A and resid 403 and n^ ^ j ^ 
assiqn (segid 3A4 and resid 262 and name CA ) isegxa »w oi.u ^ , 0 .49 0.49 

assign segxd 3A4 and resxd 262 and name CA segxd 3A4 and xesxd 404 and g ^ Q ^ 

45 assxin (selxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 40 ^ g2 q.72 0.12 

assxgn (segxd 3A4 and resid 262 and name CA segxd 3A4 and resxd ^ ^ ( ^ ^ 0 QQ 

assxgn (segxd 3A4 and resxd 262 and name CA (segxd 3A4 ana r ^ } y 48 „ „ Q ln 

assxgn (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd ^ ^ } 

assxan (segxd 3A4 and resxd 262 and name CA (segxd 3ft« ana 0.53 0.53 

50 assign segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 407 and na^ } ^ ^ Q ^ 

assign segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 408 cb ^ q2 „ „ „ „ 

alsxgn segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 40 ^ fll q.jj 0.57 

assign segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 4 CB , 15 . 36 0 . 6 4 0.65 

assxgn segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 4U| ^ ^ ^ q >2 4 0.25 

55 alexin (segxd 3A4 and resxd 262 and name CA (segxd 3A4 and resxa *i* 0.45 0.46 

assign legxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 414 and n ^ ^ q >74 0.74 

assxgn segxd 3A4 and resxd 262 and name CA segid 3A4 and resxd ngme „ , l7 . 38 lio 1.10 

assxln (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd ^ } ^ ?J ^ 2 ^ 

assign (segxd 3A4 and resxd 262 and name CA ) segxd 3A4 and resxa 4« ^ lfi x 72 2 72 

60 alslgn segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 424 and ^ ^ Q 

assign (segxd 3A4 and xesxd 262 and name CA segxd 3A4 and resxd ^ ^ ^ } ^.95 
assian (segid 3A4 and resxd 262 and naroe CA segxa o«4 ana " . ^ , l2 62 0 .58 0.S7 

"sign segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 427 and n^ ^ ^ ^ ^ 
assign (segxd 3A4 and resxd 262 and naroe CA ) segxd 3A4 and resxd nan)e ^ } M „ u o 2 1.01 

65 assign (segxd 3A4 and resxd 262 and naroe CA segxd 3A4 and resxd ^ ^ 38 ^ ^.07 

assxln (selxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd ^ 13.93 0.38 0.39 

at'siin ( «re 9 gi d d SS S3 SSS IS £ "n^e S ! S « ^ -id 433 and name CA , 9 21 0 0.41 
Assign legid 3A4 Tnd resxd 262 and name CA , .segxd 3A4 and resxd 3 and name , 7.0^ 
70 assxln (segxd 3A4 and resxd 262 and name CA segxd 3A4 and resx ^ ^ } fl ^ 4 g ^„ 

assxan (segxd 3A4 and resxd 262 and name CA ) segxd 3A4 ana resi 0.63 0.62 

assign segxd 3A4 and resxd 262 and name CA segxd 3A4 and resxd 436 and ^ ^ ) ^ ^ 
assxgn (segxd 3A4 and resxd 262 and name CA ) segxd 3A4 and resx ^ ^ } ^ 71 0.55 0.55 

assxgn (segxd 3A4 and resid 262 and name CA segxd 3A4 and resxa name ^ ) ^ gg „ 2g 

75 assxgn (segid 3A4 and resxd 262 and name CA ) (segxd 3A4 and resx lfi ^ o.l7 0.17 

assign se^xd 3A4 and resxd 262 and naroe CA segxd 3M and resxd 440 ^ c;jb) , fi , 
assign (segid 3A4 and resid 262 and name CA segxd HEM and re an{j ^ M| 6 . 60 q.12 0.11 

assxgn (se|id 3A4 and resxd 262 and name CA segxd HEW and res ^ cbb) ^ Q „ 2 o 

assign (segxd 3A4 and resid 262 and name CA segxd HOT and res ^ ^ ? ^ o.H 0.17 

80 S» ISES SS S -id 2 262 and = S ! SSS S «|id 263 and name , 5.41 0.04 0.04 
assign fife ^ S SS3 SS S SS 3 i » S3 a- S3S Si and name CB , 5.31 0.08 0.08 
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(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 263 
and resid 263 
and resid 263 
and resid 264 
and resid 264 
and resid 264 
and resid 265 
and resid 265 
and resid 26S 
and resid 266 
and resid 266 
and resid 267 
and resid 267 
and resid 268 
and resid 268 
and resid 269 
and resid 270 
and resid 270 
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and resid 272 
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and resid 280 
and resid 280 
and resid 304 
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and resid 305 
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and resid 307 
and resid 307 
and resid 308 
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and resid 309 
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and xesid 310 
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and resid 347 
and resid 347 
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and resid 350 
and resid 350 
and resid 351 
and resid 352 
and resid 352 
and resid 357 
and resid 360 
and resid 360 
and resid 361 
and resid 361 



and name CG ) 
and name N ) 
and name O ) 
and name C ) 
and name CA ) 
and name N ) 
and name C ) 
and name CA ) 
and name N ) 
and name CA ) 
and name N ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CB > 
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and name CB ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CB ) 
and name CB ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CA I 
and name CB ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CB ) 
and name CA ) 
and name CB ) 
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and name O ) 
and name CA ) 
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and name CB ) 
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and name CA ) 
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5.18 
3.12 
6.26 
6.87 
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.41 
.96 
.74 
.02 
.62 
.81 



11.12 
10.78 
11.41 
12.97 
12.54 
15.13 
14.84 
16.24 
15.62 
17.06 
16.29 
19.03 
16.93 
15.75 
16.49 
16.64 
19-31 
16.85 
15.44 
16.66 
17.27 
13.52 
13.62 
12.72 
13.52 
14.89 
11.38 
11.63 
8.21 
8.27 
9.79 
11.21 
10.63 
11.68 
6.75 
7.42 
6.61 
6.71 
6.44 
6.59 
5.57 
6.61 
10.05 
11.23 
10.43 
10.64 
7.98 
8.19 
7.04 
S.79 
6.99 
9.90 
9.95 
17.18 
17.90 
14.41 
13.33 
13.40 
17.01 
18.18 
17.25 
17.02 
14.72 
16.78 
16.60 
18.29 
18.02 
18.41 
17.32 
18.31 



0.14 
0.06 
0.04 
0.12 
0.10 
0.09 
0.18 
0.24 
0.17 
0.13 
0-12 
0.14 
0.17 
0.07 
0.13 
0.24 
0.15 
0.18 
0.12 
0.10 
0.30 
0.45 
0.25 
0.20 
0.51 
0.21 
0.21 
0.36 
0.46 
0.39 
0.55 
0.52 
0.88 
0.82 
0.92 
0.95 
0.98 
0.93 
0.91 
0.87 
0.85 
0.91 
1.02 
0.82 
0.82 
0.77 
0-78 
0.75 
0.76 
0.77 
0.73 
0.69 
0.66 
0.62 
0.76 
0-66 
0.65 
0.68 
0.66 
0.87 
0.62 
0.27 
0.29 
0.39 
0.41 
0.47 
0.82 
0.98 
0.73 
0.69 
0.92 
0.94 
0.92 
0.64 
0.65 
0.52 
0.71 
0.85 
0.50 
0.65 
0.72 
0.70 
0.78 
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0.81 
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0.76 
0.78 
0.75 
0-76 
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0.66 
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0.77 
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0.68 
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0.30 
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0.47 
0.83 
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0.68 
0.93 
0.94 
0.93 
0.63 
0.64 
0.52 
0.72 
0.84 
0.51 
0.66 
0.73 
0.71 
0.78 



311 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 
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assign 



(segid 3A4 and rasid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
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(segid 3A4 and resid 262 and name CB ) 
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(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB > 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and tesid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name CB > 
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(segid 3A4 and resid 262 and name CB ) 
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(segid 3A4 and resid 362 and name CA ) 
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(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and tesid 365 and name CA > 
(segid 3A4 and resid 36S and name CB ) 
(segid 3A4 and resid 3B1 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(sogid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(3egid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
and resid 395 and name CA ) 
and resid 396 and name CA ) 
and resid 396 and name CB ) 
and resid 39*7 and name CA ) 
and resid 397 and name CB ) 
and resid 39*7 and name O ) 
and resid 398 and name CA ) 
and resid 398 and name CB ) 
and resid 399 and name CA ) 
and re3id 399 and name CB ) 
and resid 400 and name CA ) 
and resid 400 and name CB ) 
and resid 401 and name CA J 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB > 
and resid 405 and name CA ) 
and resid 405 and name CB ) 
and resid 406 and name CA ) 
and resid 407 and name CA ) 
and resid 407 and name CB ) 
and resid 408 and name CA ) 
and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA > 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid HEM and resid 1 and name C2B) 
(segid HEM and resid 1 and name C3B) 
(segid HEM and resid 1 and name C4B) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CBB) 
(segid HEM and resid 1 and name CMB) 
(segid 3A4 and resid 262 and name C ) 
(segid 3A4 and resid 262 and name CA J 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 262 and name O ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



17.38 
18.63 
14.54 
13.77 
16.20 
17.48 
14.97 
14.79 
14.02 
13.56 
14.72 
9.B9 
10.84 
10.93 
14.17 
17.51 
18.93 
19.10 
16.14 
16.55 
13.36 
11.87 
15.20 
16.16 
12.38 
10.97 
11.74 
12.76 
11.75 
12.25 
7.97 
7.41 
7.12 
8.79 
9.78 
11.25 
12.37 
9.44 
8.90 
7.06 
10.36 
11.23 
12.46 
12.87 
10.84 
9.58 
10.78 
10-01 
14.17 
15.60 
15.51 
14.60 
13.32 
16.06 
15.57 
19.35 
18.19 
16.61 
15-68 
14.26 
13.80 
15.44 
15.30 
15.92 
14.19 
9.98 
8.86 
10.30 
13.15 
14.64 
14.16 
17.08 
17.39 
6.87 
6.47 
7.73 
5.32 
4.14 
6.34 
2.47 
1.46 
2.46 
3.51 



0.62 
0.66 
0.65 
0.55 
0.71 
0.71 
0.88 
0.89 
0.57 
0.34 
0.34 
0.34 
0.29 
0.26 
0.30 
0.28 
0.31 
0.48 
0.21 
0.29 
0.17 
0.19 
0.16 
0.18 
0.24 
0.31 
0.39 
0.43 
0.50 
0.52 
0.47 
0.43 
0.57 
0.53 
0.56 
0.50 
0.52 
0.64 
0.72 
0.59 
0.57 
0.57 
0.53 
0.56 
0.52 
0.50 
0.71 
0.77 
0.78 
0.56 
0.56 
0.49 
0.48 
0.58 
0.67 
0.25 
0.47 
1.78 
0.59 
1.05 
0.50 
1.24 
1.01 
1.06 
0.48 
0.42 
0.39 
0.48 
0.67 
0.72 
0.55 
0.27 
0.15 
0.11 
0.07 
0.05 
0.09 
0.13 
0.17 
0.02 
0.01 
0.02 
0.04 



0.62 
0.67 
0.64 
0.56 
0.72 
0.71 
0.88 
0.90 
0.58 
0.34 
0.35 
0.34 
0.28 
0.26 
0.29 
0.28 
0.31 
0.48 
0.21 
0.29 
0.17 
0.18 
0.17 
0.18 
0.24 
0.32 
0.39 
0.43 
0.49 
0.52 
0.48 
0.43 
0.57 
0.52 
0.56 
0.49 
O.S2 
0.64 
0.73 
0.59 
0.57 
0.58 
0.52 
0.56 
0.51 
0.50 
0.71 
0.77 
0.77 
0.57 
0.56 
0.49 
0.48 
0.58 
0.67 
0.26 
0.47 
1.78 
0.59 
1.05 
0.50 
1.24 



01 
07 
49 
42 
38 
48 
,66 
0.71 
0.55 
0.26 
0.16 
0.11 
0.06 
0.04 
0.09 
0.12 
0.17 
0.02 
0.01 
0.03 
0.03 
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assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and res id 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and retid 262 and name N 
5 assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign t segid 3A4 and resid 262 and name H 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
10 assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
15 assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
20 assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name N 
25 assign (segid 3A4 and resid 262 and name N 
assign (segid 3A4 and resid 262 and name 0 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
30 assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
35 assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign {segid 3A4 and resid 262 and name O 
40 assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
45 assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resJd 262 and name O 
assign (segid 3A4 and resid 262 and name O 
50 assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
55 assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 262 and name O 
assign (segid 3A4 and resid 263 and name C 
60 assign (segid 3A4 and resid 263 and name C 
assign (segid 3A4 and resid 263 and name C 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
65 assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
70 assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
75 assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name - 
assign (segid 3A4 and resid 263 and name C 
assign (segid 3A4 and resid 263 and name C 
assign (segid 3A4 and resid 2*3 and name C 
80 assign (segid 3A4 and resid 263 and name c 
assign (segid 3A4 and resid 263 and name C J 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA > 



) 
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) 
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) 
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) 
) 
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) 
) 
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) 
) 
) 
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) 
) 
) 



(segid 3A4 and resid 263 and name C ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name N ) 
(segid 3A4 and resid 263 and name O ) 
(segid 3A4 and resid 264 and name C ) 
(segid 3A4 and resid 264 and name CA ) 



->« • . - 

(segid 3A4 and resid 264 and name N ) 
t segid 3A4 and resid 264 and name O ) 
(segid 3A4 and resid 265 and name C ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name N ) 
(segid 3A4 and resid 265 and name O ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name K ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 433 and name O ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name N > 
(segid HEM and resid 1 and name C3B) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CBB) 
(segid HEM and resid 1 and name CMB) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name C ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ' 
(segid 3A4 and resid 263 and name CG 
(segid 3A4 and tesid 263 and name N 
(segid 3A4 and resid 263 and name 0 
(segid 3A4 and resid 264 and name C 



<5Bgiu jnt auu ~~ - — " ■ 

(segid 3A4 and resid 264 and name CA ) 



(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name 0 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name CA 
(segid 3A4 and resid 265 and name N 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 266 and name O ) 
(segid 3A4 and resid 267 and name C ) 
(segid 3A4 and resid 267 and name CA ) 



(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 267 and name M 
(segid 3A4 and resid 268 and name N 
(segid 3A4 and resid 269 and name N 
(segid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CG ) 
(segid 3A4 and resid 313 and name N ) 
(segid HEM and resid 1 and name CBB) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name O ) 
(segid 3A4 and resid 264 and name C ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name N ) 
(segid 3A4 and resid 264 and name O ) 
(segid 3A4 and resid 265 and name C ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name N ) 
(segid 3A4 and resid 265 and name 0 ) 
(segid 3A4 and resid 266 and name C ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 266 and name O ) 
(segid 3A4 and resid 267 and name C ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name N ) 
(segid 3A4 and resid 267 and name O ) 
(segid 3A4 and lesid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N ) 
(segid 3A4 and resid 263 and name C ) 
(segid 3A4 and resid 263 and name CB ) 



4.72 
4.26 
5.03 
5.42 
2.85 
5.79 
5.58 
5.31 
4.32 
6.79 
6.30 
5.50 
4.74 
7.50 
7.04 
5.93 
6.69 
5.39 
6.18 
6.78 
7.15 
7.61 
6.62 
5.70 
7.49 
3.26 
3.01 
2.78 
4.26 
4.88 
2.25 
3.46 
4.16 
4.44 
3.49 
5.06 
3.77 
3.82 
3.39 
4.92 
4.91 
3.68 
2.89 
6.00 
7.24 
6.41 
6.73 
5.02 
6.93 
7.74 
6.48 
6.54 
5.42 
6.43 
7.34 
7.14 
6.91 
7.30 
2.52 



0.05 
0.04 
O.05 
0.15 
0.05 
0.06 
0.11 
0.10 
0.09 
0.12 
0.18 
0.20 
0.14 
0.21 
0.21 
0.19 
0.51 
0.55 
0.41 
0.44 
0.42 
0.16 
0.17 
0.26 
0.27 
0.07 
0.06 
0.02 
0.04 
0.14 
0.00 
0.08 
0.14 
0.13 
0.13 
0.13 
0.16 
0.20 
0.19 
0.16 
0.17 
0.18 
0.14 
0.18 
0.14 
0.17 
0.17 
0.16 
0.12 
0.14 
0.74 
0.84 
0.86 
0.67 
0.57 
0.51 
0.70 
0.10 
0.02 
0.06 
0.01 
0.03 
0.02 
0.02 
0.06 
0.05 
0.08 
0.09 
0.05 
0.08 
0.08 
0.08 



0.05 
0.04 
0.04 
0.14 
0.05 
0.06 
0.12 
0.11 
0.09 
0.12 
0.19 
0.20 
0.14 
0.21 
0.21 
0.19 
0.51 
0.55 
0.41 
0.45 
0.42 
0.16 
0.17 
0.26 
0.27 
0.07 
0.05 
0.02 



04 
13 
01 
07 
.14 
,12 
.12 
0.13 
0.15 



0.19 
0.18 
0.16 
0.17 
0.18 
0.13 
0.17 
0.14 
0.18 
0.18 
0.17 
0.12 
0.14 
0.73 
0.85 
0.86 
0.66 
0.58 
0.50 
0.69 
0.11 
0.01 



87 
24 
05 
,44 
,32 
.88 
4.55 
4.52 
3.35 
5.63 
4.89 
4.49 
3.80 
6.11 
6.23 



17 
81 
21 
,40 
.38 
.40 
6.09 
1.53 
1.53 



09 
.16 
,17 
.20 
.12 
.15 
0.13 
0.12 
0.13 
0.00 
0.02 



06 
01 
04 
.01 
.02 
.07 
0.06 
0.09 
0.09 
0-05 
0.08 
0.08 
0.08 
0.08 
0.15 
0.17 
0.20 
0.12 
0.15 
0.12 
0.13 
0.14 
0.00 
0.02 



313 



(segid 3A4 and resid 263 and name CG 
(segid 3A4 and resid 263 and name 0 
(segid 3A4 and resid 264 and name C 
{segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 264 and name N 
( segid 3A4 and resid 264 and name O 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name CA 
(segid 3A4 and resid 265 and name N 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 266 and name C 



assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and lesid 263 and name CA > 
assign (segid 3A4 and resid 263 and name CA ) 
5 assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA J 
assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA ) 
10 assign (segid 3A4 and resid 263 and name CA 

assign (segid 3A4 and resid 263 and name CA ^ — ™ — ^ ^ ^ , 
assign (segid 3A4 and resid 263 and name CA segid 3A ^ ^ ^ H ) 

assign (segid 3A4 and resid 263 and name CA segid 3A4 ^ ^ ^ Q } 

assign (segid 3A4 and lesid 263 and name CA segia ^ ^ ^ c , 

15 assign (segid 3A4 and resid 263 and name CA segid 3A4 ana re naiTO CA ) 

assign (segid 3A4 and resid 263 and name CA segid 3A ^ CB } 

assign (segid 3A4 and resid 263 and name CA segid 3A4 an ^ name N ) 

assign (segid 3A4 and resid 263 and name CA segid 3A ^ ^ ^ } 

assign (segid 3A4 and resid 263 and name CA ) segia w a n&me CQ } 

20 assign (segid 3A4 and resid 263 and name CA segid 3A4 and rj ^ ^ ^ ^ 

SS £ ana SSS S S = S ! K 3A4 and resid 269 and name CA , 



25 



30 



35 



40 



45 



50 



55 



(segid 3A4 and resid 263 and name CA > 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA > 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
and resid 263 and name CA ) 
and resid 263 and name CA ) 
and resid 263 and name CA ) 
assign i*« y x« -™ and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA > 
assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and lesid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (seqid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 
assxgn (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB > 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB } 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 27 6 and name CB > 
(segid 3A4 and lesid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 278 and name CA > 
(segid 3A4 and resid 278 and name CB > 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and lesid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB j 



2.53 
2.39 
4.44 
3.82 
2.44 
5.34 
5.47 
5.49 
4.43 
6.60 
S.70 
5.04 
4.51 
6.88 
7.47 
6.30 
6.02 
5.25 
8.73 
8.78 
7.42 
9.96 
10.64 
9.95 
12.27 
11.82 
14.23 
13.92 
15.33 
14.91 
16.66 
17.77 
18.45 
19.36 
15.43 
14.44 
14.09 
13.96 
17.62 
18.86 
17.96 
17.89 
15.00 
13.53 
16.50 
16.80 
18.04 
16.28 
16.68 
12.83 
12.63 
13.28 
14.43 
15.64 



and resid 263 and name CA ) tsegia jm -~ — - : 57 

ana resid 263 and na *e CA , 3M an- resid 08 and = CA > U. g 



60 



65 



assign 
assign 
assign 



( segid 3A4 
(segid 3A4 
(segid 3A4 



70 



75 



80 



and resid 263 and name CA > 
and resid 263 and name CA ) 
5RB9 xw and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA J 
" and resid 263 and name CA ) 
and resid 263 and name CA i 
assign | 9 cy* u *™ and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
and resid 263 and name CA ) 
and resid 263 and name CA ) 
and resid 263 and name CA ) 
^, yi u ^ and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and tesid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA > 
(segid 3A4 and resid 263 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 308 and name CB ) 11 .23 
(segid 3A4 and resid 309 and name CA ) 9.18 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA > 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA > 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA 
(2»egid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and lesid 319 and name CB ) 
(segid 3A4 and resid 347 and name CA 
segid 3A4 and resid 347 and name CB ) 



(segid 3A4 and resid 263 and namo CA I segia -~ 

(segxd 3A4 and resid 263 and name CA segid 3A4 and re,id 348 and ^ ^ j 



\ocyiu jni ai'« *«w^— 

(segid 3A4 and resid 263 and name CA ) 
asaigii (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA > 



segid 3A4 and resid 351 and name CA 
(segid 3A4 and rosid 361 and name CA 
segid 3A4 and resio 362 and name CA ) 
segid 3A4 and resid 363 and name CA ) 



0.06 
0.02 
0.05 
0.02 
0.02 
0.08 
0.09 
0.12 
0.10 
0.09 
0.08 
0.08 
0.10 
0.09 
0.17 
0.19 
0.24 
0.14 
0.11 
0.11 
0.13 
0.09 
0.14 
0.17 
0.21 
0.24 
0.11 
0.20 
0.17 
0.22 
0.44 
0.58 
0.27 
0.26 
0.25 
0.26 
0.28 
0.35 
0.31 
0.33 
0.30 
0.29 
0.50 
0.48 
0.69 
0.63 
0.99 
0.89 
0.87 
0.94 
0.96 
0.88 
0.88 
0.90 
0.91 
0.95 
0.81 
0.85 
0.68 
0.69 
0.74 
0.80 
0.76 
0.77 
0.56 
0.51 
0.59 
0.59 
0.66 
0.67 
0.82 
0.61 
0.33 
0.40 
0.38 
0.41 
0.70 
0.68 
0.91 
0.44 
0.76 
0.70 
0.72 



9.22 
12.02 
13.42 
12.41 
13.02 
8.96 
7.66 
9.72 
10.07 
13.17 
14.14 
12.72 
12.42 
10.49 
11.87 
10.66 
9.42 
13.86 
14.07 
18.52 
17.54 
17.05 
18.19 
18.91 
18.33 
15.14 



0.07 
0.03 
0.04 
0.01 
0.02 
0.07 
0.10 
0.12 
0.11 
0.09 
0.08 
0.09 
0.11 
0.09 
0.17 
0.19 
0.24 
0.13 
0.11 
0.10 
0.14 
0.09 
0.14 
0.16 
0.21 
0.24 
0.11 
0.20 
0.16 
0.22 
0.43 
0.59 
0.26 
0.25 
0.25 
0.26 
0.28 
0.34 
0.32 
0.32 
0.29 
0.30 
0.51 
0.48 
0.68 
0.63 
0.99 
0.88 
0.87 
0.95 
0.96 
0.B8 
0.89 
0.90 
0.92 
0.95 
0.80 
0.85 
0.67 
0.70 
0.75 
0.80 
0.77 
0.77 
0.56 
0.50 
0.58 
0.59 
0.67 
0.68 
0.83 
0.61 
0.33 
0.39 
0.37 
0.41 
0.71 
0.67 
0.91 
0.44 
0.76 
0.70 
0.72 



314 



10 



assign (segid 3A4 and resid 2b3 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign {segid 3A4 end resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
assign (selid 3A4 and resid 263 and name CA 



assLgn 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA 
(seqid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 



14.05 
16.78 
18.21 
15.41 
14.83 
17.74 
17.74 
18.95 
14. IB 
15.16 
15.10 



assign segid SaI an3 resid 263 and name CA J Csegxd JM ana « — = ~ j,^ 

assign (segid 3A4 and resid 263 and name CA segid 3A4 a^d res^ 



assign isegia — - x 

assign (segid 3A4 and resid 263 and name CA 
assign selid 3A4 and resid 263 and name CA 
15 assign Iselxd 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
asLgn segid 3A4 and resid 263 and name CA 
20 assign (selxd 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
assign selid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA ) 
assign selid 3A4 and resid 263 and name CA 
25 Lsign (selid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
asstin selid 3A4 and resid 263 and name CA 
assign (selid 3A4 and resid 263 and name CA 
assign selid 3A4 and resid 263 and name CA 
30 assign selid 3A4 and resid 263 and name CA 
assign selid 3A4 and resid 263 and name CA 
assiln (selid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA ) 
assign selid 3A4 and resid 263 and name CA 
35 assiln (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
assign (selid 3A4 and resid 263 and name CA 
assign (selid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA 
40 assign (segid 3A4 and resid 263 and name CA ) 
assiln selid 3A4 and resid 263 and name CA 
assiln (segid 3A4 and resid 263 and name CA 
assiln (selid 3A4 and resid 263 and name CA 

: . j i ~, a afiH name CA 1 



isegia ->^** o»w . 

(segid 3A4 and resid 391 and name CA 
(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA 
segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 397 and name CB 
segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA 
(segid 3A4 and resid 399 and name CB 
(seqid 3A4 and resid 400 and name CA ) 
■ — * and resid 400 and name CB ) 
and resid 401 and name C ) 
and resid 401 and name CA ) 
isegia m*h and resid 401 and name O ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
— ' and resid 403 and name CA ) 
and resid 403 and name CB ) 
isegia jrti and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB J 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 



17.32 
15-85 
18.65 
19.52 
15.38 
14.27 
15.22 
15.18 
13.50 
14.02 
10.16 
10.20 
10.60 
11.83 
11.84 
13.03 
9.16 
8.86 
7.41 
6.61 
7.06 
9.65 
10.96 
10.82 
11.40 
8.10 
6.80 
7.97 
7.62 
11.69 
12.42 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



se ^d 3A4 and resxd 263 and name CA ) segxd 3A4 ana res*. ~. =.~ CB ) 12.40 

{seg xd 3A4 and resxd 263 and name CA segxd 3A4 and resxd ^ ^ 



segxa jai ema _„ x 

(segid 3A4 and xesid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resxd 263 and name CA 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CA 
(segid 3A4 and resid 263 and name CA ) 



60 



65 



70 



75 



80 



(segid JA4 ana resxa »- — " ; A 

(segid 3A4 and resid 408 and name CA 10.75 
(segid 3A4 and resid 408 and name CB 9.36 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB j 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and xesid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA > 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 

assign isegia j«i ahu — - o A4 anc » re sxd 415 and name CB ) 

assiln (segid 3A4 and resid 263 and name CA segid 3A4 and resia «| ^ 
assiln (selid 3A4 and resid 263 and name CA segid 3A4 and resid «i ^ 
assiln (segid 3A4 and resid 263 and name CA segid 3A4 and resid name ca ) 

assign (segid 3A4 and resxd 263 and name CA segid 3A4 ana re ^ ^ ^ ) 

assign (segid 3A4 and resid 263 and name CA segid ana ^ ^ ^ } 

assign (segid 3A4 and resid 263 and name CA ) (segia ana , MM ™^ ra 

assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA > 
assign (segid 3A4 and resid 263 and name CA | 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA 
assign (segid 3A4 and resid 263 and name CA J 
assign (segid 3A4 and resid 263 and name CA ) 
assign (segid 3A4 and resid 263 and name CA I 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB j 
assign (segid 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB j 
assign (segid 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
assiln (segid 3A4 and resid 263 and name CB 
assiln (selid 3A4 and resid 263 and name CB 
assiln (segid 3A4 and resid 263 and name CB ) 



isegia jwi emu " 

I segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 264 and name C 
segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name N ) 
(segid 3A4 and resid 264 and name 0 
(segid 3A4 and resid 265 and name C ) 
selid 3A4 and resid 265 and name CA 
(selid 3A4 and resid 265 and name H 
(segid 3A4 and resia 266 and name C > 
(selid 3A4 and resid 266 and name- CA ) 



0.66 
0.77 
0.76 
0.91 
0.97 
0.55 
0.30 
0.30 
0.30 
0.26 
0.23 
0.27 
0.13 
0.14 
0.10 
0.17 
0.10 
0.23 
0.34 
0.28 
0.29 
0.32 
0.26 
0.27 
0.36 
0.42 
0.29 
0.32 
0.48 
0.58 
0.41 
0.36 
0.42 
0.44 
0.43 
0.39 
0.44 
0.45 
0.48 
0.73 
0.79 
0.74 
0.52 
0.51 
0.48 
0.46 
0.54 
0.61 
0.56 
0.42 
0.55 
0.24 
0.80 
0.47 
0.60 
0.87 
1.07 
0.86 
1.48 
0.48 
0.69 
0.82 
1.24 
0.95 
0.32 
0.40 
0.52 
0.41 
0.74 
0.79 
0.72 
0.21 
0.12 
0.03 
0.05 
0.06 
0.05 
0.05 
0.08 
O.U 
0.11 
0.09 
0.10 



12.50 
12.27 
15.57 
15.94 
15.39 
15.23 
16.46 
14.25 
15.15 
16.29 
15.24 
17.26 
15.08 
14.75 
14.18 
14.40 
16.60 
17.14 
17.15 
12.17 
9.82 
9.70 
12.03 
12.41 
11.22 
13.57 
13.44 
1.51 
5.48 
4.51 
3.17 
6.33 
6.90 
6.66 
5.68 
6.89 
6.41 



0.66 
0.76 
0.76 
0.92 
0.98 
0.56 
0.30 
0.30 
0.29 
0.25 
0.23 
0.27 
0.14 
0.15 
0.10 
0.17 
0.11 
0.23 
0.34 
0.29 
0.29 
0.31 
0.26 
0.26 
0.35 
0.42 
0.30 
0.32 
0.49 
0.58 
0.41 
0.36 
0.42 
0.43 
0.42 
0.40 
0.45 
0.45 
0.47 
0.74 
0.79 
0.73 
0.51 
0.50 
0.47 
0.46 
0.54 
0.60 
0.55 
0.42 
0.55 
0.23 
0.80 
0.48 
0.61 
0.87 
1.07 
0.86 
1.47 
0.47 
0.70 
0.83 
1.24 
0.96 
0.33 
0.39 
0.51 
0.41 
0.74 
0.80 
0.71 
0.21 
0.13 
0.04 
0.04 
0.06 
0.05 
0.06 
0.09 
O.U 
0.11 
0.10 
0.09 



315 



assxgn (segid 3A4 and tesid 263 and name CB ) 
assign {segid 3A4 and resxd 263 and name CB ) 
assxgn (segid 3A4 and resxd 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
5 assign (segid 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB > 
10 assxgn (segxd 3A4 and resid 263 and name CB ) 
assign (segxd 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
15 assxgn (segxd 3A4 and resid 263 and name CB ) 
assign (segxd 3A4 and re3id 263 and name CB ) 
assign (segxd 3A4 and resxd 263 and name CB ) 
assign (segxd 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 
20 assxgn (segid 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segxd 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resid 263 and name CB ) 
25 assxgn (segid 3A4 and resid 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 
assxgn (segid 3A4 and resxd 263 and name CB ) 
assxgn (segxd 3A4 and resid 263 and name CB ) 
30 assxgn (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 
assxgn (segid 3A4 and resxd 263 and name CB ) 
35 assxgn (segid 3A4 and resxd 263 and name CB ) 
assxgn (segid 3A4 and resxd 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 
40 assign (segid 3A4 and resid 263 and name CB ) 
assign (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 
45 assxgn (segid 3A4 and resxd 263 and name CB J 
assxgn (segxd 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB ) 
assign (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segxd 3A4 and res id 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 



5.97 
1.14 
6.56 
6.29 
9.79 
9.90 
11.26 
11.66 
10.84 
13.13 
12.61 
15.34 
15.11 
16.46 



50 



55 



60 



65 



70 



75 



80 



(segxd 3A4 and resxd 266 and name N ) 
(segid 3A4 and resid 267 and name CA ) 
(segxd 3A4 and resxd 267 and name CB ) 
(segxd 3A4 and resid 267 and name N ) 
(segid 3A4 and resid 268 and name CA ) 
(segxd 3A4 and resxd 268 and name CB ) 
[segid 3A4 and resid 269 and name CA 1 
(segxd 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segxd 3A4 and resxd 271 and name CA ) 
(segxd 3A4 and tesxd 271 and name CB ) 
(segxd 3A4 and resxd 272 and name CA ) 
(segid 3A4 and resxd 272 and name CB ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB > 16.12 
(segid 3A4 and resid 274 and name CA ) 17.55 
(segid 3A4 and resid 274 and name CB ) 18.63 
(segid 3A4 and resid 275 and name CA ) 19.41 
(segxd 3A4 and resxd 276 and name CA ) 16.43 
(segxd 3A4 and resxd 276 Bnd name CB > 15.53 
(segxd 3A4 and resxd 277 and name CA ) 
(segxd 3A4 and resid 277 and name CB ) 
(segid 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 279 and name CA ) 
(segxd 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 2 BO and name CA ) 
(segxd 3A4 and resid 280 and name CB ) 
(segxd 3A4 and resid 281 and name CA ) 
(segxd 3A4 and resxd 281 and name CB ) 
(segid 3A4 and resxd 304 and name CA ) 
(segid 3A4 and resxd 304 and name CB ) 
(segxd 3A4 and resxd 305 and name CA ) 
(segxd 3A4 and resxd 305 and name CB ) 
(segid 3A4 and resxd 306 and name CA ) 
(segid 3A4 and resxd 307 and name CA ) 
(segid 3A4 and resxd 307 and name CB ) 
(segid 3A4 and resxd 308 and name CA ) 
(segid 3A4 and resxd 308 and name CB ) 
(segid 3A4 and resxd 309 and name CA ) 
(segxd 3A4 and resxd 309 and name CB ) 
(segxd 3A4 and resxd 310 and name CA ) 
(segid 3A4 and resxd 310 and name CB } 
(segid 3A4 and resxd 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segxd 3A4 and resxd 312 and name CB ) 
(segxd 3A4 and resxd 313 and name CA ) 
(segid 3A4 and resxd 313 and name CB ) 
(segxd 3A4 and resxd 314 and name CA ) 
(segid 3A4 and resxd 314 and name CB > 
(segxd 3A4 and resxd 315 and name CA ) 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 



II 3 s S B 1 2 E i | m I S 3 § sin 

(segid 3A4 and resxd 263 and name CB ) 
(segid 3A4 and resxd 263 and name CB ) 
(segxd 3A4 and resxd 263 and name CB ) 
(segxd 3A4 and resid 263 and name CB ) 
(segxd 3A4 and resid 263 and name CB ) 
(segid 3A4 and resxd 263 and name CB ) 
ooo^.. (segid 3A4 and resxd 263 and name CB > 
assxgn (segid 3A4 and resxd 263 and name CB J 
assxgn Isegxd 3A4 and resxd 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB > 
assxgn (segxd 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 
assxgn (segid 3A4 and resid 263 and name CB ) 
assxgn (segxd 3A4 and resxd 263 and name CB > 
assxgn (segid 3A4 and resid 263 and name CB > 
(segid 3A4 and resxd 263 and name CB ) 
(segxd 3A4 and resxd 263 and name CB ) 
(segid 3A4 and resid 263 and name CB ) 
« (segid 3A4 and resid 263 and name CB ) 

assign (segid 3A1 and resxd 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB 
assign (segxd 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB ) 
assign (segid 3A4 and resid 263 and name CB ) 



assxgn 
assign 
assxgn 
assxgn 



(segxd 3A4 and resxd 319 and name CB ) 
(segid 3A4 and resid 347 and name CB ) 
(segxd 3A4 and resxd 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segxd 3A4 and resxd 365 and name CA ) 
(segxd 3A4 and resxd 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segxd 3A4 and resxd 382 and name CA ) 
(segid 3A4 and resxd 383 and name CA ) 
(segid 3A4 and resxd 384 and name CA ) 
(segid 3A4 and resxd 384 and name CB ) 
(segid 3A4 and resxd 385 and name CA ) 
(segid 3A4 and resxd 391 and name CA ) 
(segxd 3A4 and resxd 391 and name CB ) 
(segid 3A4 and resxd 392 and name CA ) 
(segid 3A4 and resxd 392 and name CB ) 
(segid 3A4 and resxd 393 and name CA ) 
and resxd 394 and name CA ) 
and resxd 394 and name CB ) 
and resxd 395 and name CA ) 
(segxd 3A4 and resxd 396 and name CA ) 
(segxd 3A4 and resxd 396 and name CB ) 
and resxd 397 and name CA > 
and resxd 397 and name CB ) 
and resid 398 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 



(segxd 3A4 
(segid 3A4 
(segid 3A4 



14. B2 
14.65 
18.25 
18.67 
18.71 
15.56 
14.11 
16.79 
17.09 
16.90 
17.34 
13.32 
12.95 
13.80 
15.29 
16.52 
12.56 
12.14 
10.07 
9.91 
13.02 
14.39 
13.69 
14.30 
10.34 
9.01 
10.93 
11.13 
14.48 
15.46 
14.20 
13.92 
11.91 
13.07 
11.61 
10.30 
14.62 
14.74 
18.53 
16. S9 
15.49 
18.11 
16.59 
15.94 
18.83 
18.70 
15.10 
15.76 
15.63 
19.24 
17.50 
16.08 
18.55 
19.34 
15.14 
14.33 
15.39 
15.03 
13.01 
13.44 
9.90 
10.10 
10.61 



0.10 
0.22 
0.29 
0.15 
0.15 
0.13 
0.11 
0.22 
0.23 
0.29 
0.30 
0.14 
0.18 
0.22 
0.28 
0.44 
0.59 
0.32 
0.32 
0.35 
0.30 
0.34 
0.32 
0.30 
0.29 
0.47 
0.43 
0.66 
0.61 
0.87 
0.85 
0.92 
0.95 
0.85 
0.85 
0.87 
0.88 
0.91 
0.76 
0.80 
0.66 
0.67 
0.73 
0.78 
0.76 
0.76 
0.60 
0.54 
0.60 
0.60 
0.69 
0.69 
0.84 
0.63 
0.39 
0.45 
0.42 
0.45 
0.69 
0.73 
0.68 
0.75 
0.89 
0.95 
0.55 
0.31 
0.30 
0.26 
0.24 
0.26 
0.15 
0.17 
0.13 
0.18 
0.11 
0.25 
0.35 
0.28 
0.27 
0.29 
0.25 
0.27 
0.35 



0.10 
0.21 
0.28 
0.14 
0.15 
0.12 
0.11 
0.22 
0.24 
0.28 
0-31 
0.13 
0.17 
0.22 
0.27 
0.45 
0.60 
0.33 
0.32 
0.34 
0.31 
0.34 
0.33 
0.30 
0.28 
0.47 
0.43 
0.66 
0.60 
0.87 
0.86 
0.93 
0.94 
0.85 
0.85 
0.87 
0.88 
0.92 
0.76 
0.79 
0.65 
0.66 
0.73 
0.78 
0.76 
0.76 
0.59 
0.54 
0.61 
0.60 
0.68 
0.69 
0.83 
0.63 
0.40 
0.44 
0.43 
0.45 
0.69 
0.73 
0.68 
0.76 
0.89 
0.95 
0.56 
0.31 
0.30 
0.26 
0.25 
0.27 
0.16 
0.17 
0.13 
0.18 
0.12 
0.24 
0.34 
0.28 
0.27 
0.29 
0.25 
0.27 
0.35 



316 



assign (segxd 3A4 and res id 263 and name CB 
assign {segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and res id 263 and name CB 
assign (segid 3A4 and res id 263 and name CB 
5 assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
10 assign (segid 3A4 end resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assxgn (segid 3A4 and resid 263 and name CB 
15 assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
20 assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assxgn (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
25 assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
30 assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
35 assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assjgn (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
40 assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
45 assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CB 
SO assign (segid 3A4 and resid 263 and name CB 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
55 assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
60 assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and res id 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
65 assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
70 assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name CG 
assign (segid 3A4 and resid 263 and name H 
assign (segid 3A4 and resid 263 and name U 
assign (segid 3A4 and resid 263 and name N 
75 assign (segid 3A4 and resid 263 and name N 
assign (segid 3A4 and resid 263 end name N 
assign (beg id 3A4 and resid 263 end name N 
assign (segid 3A4 and resid 263 and name w 
assign (segid 3A4 and resid 263 and name H 
80 assign (segid 3A4 and resid 263 and name N 
assign (segid 3A4 and resid 263 and name N 
assign (segid 3a4 and resid 263 and name N 
assign (segid 3A4 and resid 263 and name N 



8.41 
8.03 
7.01 
7.21 
6.31 
7.08 
6.08 
9.51 



7.28 
5.89 
7.80 
7.71 



16.68 
15.69 
18.02 
15.92 



(segxd 3A4 and resid 398 and name CB ) 11.95 
(segid 3A4 and resid 399 and name CA ) 11.43 
(segxd 3A4 and resid 399 and name CB ) 12.51 
(segid 3A4 and resid 400 and name CA ) 
(segxd 3A4 and resid 400 and name CB ) 
(segxd 3A4 and resid 400 and name O ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segxd 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 10.86 
(segxd 3A4 and resid 403 and name CA } 10.18 
(segxd 3A4 and resxd 403 and name CB ) 10.62 
(segxd 3A4 and resid 404 and name CA ) 
(segxd 3A4 and resid 404 and name CB ) 
(segxd 3A4 and resxd 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 11.43 
(segid 3A4 and resxd 407 and name CA ) 11.77 
(segxd 3A4 and resxd 407 and name CB ) 11.59 
(segxd 3A4 and resid 408 and name CA ) 10.21 
(segxd 3A4 and resid 408 and name CB J 8.88 
(segid 3A4 and resid 409 and name CA j 12.38 
(segid 3A4 and resid 409 and name CB } 12.30 
(segid 3A4 and resxd 410 and name CA ) 15.25 
(segid 3A4 and resxd 411 and name CA > 15.40 
(segxd 3A4 and resxd 411 and name CB ) 14.73 
(segxd 3A4 and resid 412 and name CA ) 14.92 
(segid 3A4 and resxd 413 and name CA ) 16.54 
(segxd 3A4 and resxd 414 and name CA ) 14.44 
(segxd 3A4 and resid 415 and name CA ) 15.53 
(segxd 3A4 and resxd 415 and name CB ) 
(segxd 3A4 and resxd 416 and name CA ) 
(segxd 3A4 and resxd 423 and name CA ) 
(segid 3A4 and resxd 424 and name CA ) 
(segid 3A4 and resxd 425 and name CA ) 15.56 
(segxd 3A4 and resxd 426 and name CA I 15.04 
(segid 3A4 and re3id 427 and name CA ) 15.16 
(segxd 3A4 and resxd 428 and name CA ) 17.30 
(segxd 3A4 and resxd 429 and name CA ) 17.85 
(segid 3A4 and resid 431 and name CA ) 17.71 
(segid 3A4 and re3id 433 and name CA ) 13.01 
(segid 3A4 and resid 434 and name CA ) 10.59 
(segid 3A4 and resxd 435 and name CA ) 10.40 
(segxd 3A4 and resxd 436 and name CA ) 12.36 
(segid 3A4 and resxd 437 and name CA ) 12.59 
(segxd 3A4 and resxd 438 and name CA ) 11.50 
(segid 3A4 and resid 439 and name CA ) 13.63 
(segid 3A4 and resid 440 and name CA J 
(segid 3A4 and resid 264 and name C ) 
(segid 3A4 and resxd 264 and name CA ) 
(segxd 3A4 and resxd 264 and name N ) 
(segid 3A4 and resid 264 and name O } 
(segid 3A4 and resid 265 and name N ) 
(segid 3A4 and resid 266 and name CA } 
(segid 3A4 and resxd 266 and name N ) 
(segid 3A4 and resid 267 and name H > 
(segid 3A4 and resid 397 and name 0 ) 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and resxd 400 and name CB ) 
(segxd 3A4 and resid 400 and name O ) 
(segxd 3A4 and resxd 401 and name C ) 
{ segid 3A4 and res id 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resxd 401 and name O ) 
(segid 3A4 and resid 404 and name C ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 405 and name H ) 
(segid 3A4 and resid 263 and name C ) 
(segxd 3A4 and resxd 263 and name CA ) 
(segxd 3A4 and resxd 263 and name CB ) 
(segid 3A4 and resid 263 and name CG ) 
(segid 3A4 and resid 263 and name O ) 
(segid 3A4 and resid 264 and name C ) 
(segxd 3A4 and resid 264 and name CA J 
(segid 3A4 and resid 264 and name N ) 
(segid 3A4 and resid 264 and name O ) 
(segid 3A4 and resid 265 and name C ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name M ) 



13.48 
6.65 
5.96 
4.58 
7.73 
6.90 
7.21 
6.91 
7.37 
7.09 
5.93 
6.56 



69 
10 
13 
70 
94 
93 
6.52 
5.09 
7.08 
6.73 
2.46 
1.47 
2.46 
3.03 
3.49 
4.71 
4.22 
2.81 
5.79 
5.56 
5.32 
4.33 



0.41 

0.29 

0.32 

0.45 

0.54 

0.42 

0.40 

0.34 

0.31 

0.41 

0.42 

0.41 

0.35 

0.40 

0.38 

0.38 

0.75 

0.78 

0.69 

0.47 

0.46 

0.43 

0.41 

0.51 

0.57 

0.52 

0.39 

0.S1 

0.24 

0.81 

0.50 

0.59 

0.79 

1.05 

0.79 

1.46 

0.63 

0.77 

0.86 

1.19 

0.95 

0.37 

0.42 

0.58 

0.54 

0.99 

0.95 

0.85 

0.25 

0-16 

0.09 

0.09 

0.10 

0.10 

0.15 

0.09 

0.12 

0.18 

0.26 

0.44 

0.60 

0.47 

0.48 

0.41 

0.36 

0.52 

0.55 

0.44 

0.41 

0.43 

0.71 

0.02 

0.02 

0.03 

0.14 

0.04 

0.07 

0.05 

0.06 

0.06 

0.12 

0.16 

0.14 



0.40 
0.28 
0.31 
0.44 
0.54 
0.42 
0.40 
0.34 
0.31 
0.41 
0.43 
0.42 
0.35 
0.40 
0.39 
0.38 
0.75 
0.78 
0.70 
0.47 
0.46 
0.44 
0.41 
0.50 
0.58 
0.52 
0.38 
0.50 
0.24 



0.82 

0.50 

0.58 

0.78 

1.04 

0.79 

1.47 

0.62 

0.78 

0.87 

1.20 

0.95 

0.37 

0.41 

0.57 

0.55 

0.98 

0.95 

0.84 

0.25 

0.17 

0.09 

0.09 

0.10 

0.10 

0.15 

0.09 

0.12 

0.18 

0.25 

0.43 

0.59 

0.46 

0.48 

0.41 

0.35 

0.51 

0.55 

0.44 

0.42 

0.43 

0.70 

0.03 

0.02 

0.03 

0.14 

0.05 

0.07 

0.04 

0.06 

0.06 

0.11 

0.15 

0.13 
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o 
o 
o 
o 
o 
o 
o 

0 

o 

0 
0 

o 



assign (seqid 3A4 and resid 263 and name M 
assign (segid 3A4 and resid 263 and name N 
assign <segid 3A4 and resid 263 and name N 
assign (segid 3A4 and resid 263 and name N 
5 assign {segid 3A4 and resid 263 and name N 
assign (segid 3A4 and resid 263 and name N 
assign (segid 3A4 and resid 263 and name N 
assign {segid 3A4 and resid 263 and name N 
assign (segid 3A4 and resid 263 and name M 
10 assign (segid 3A4 and resid 263 end name M 
assign (segid 3A4 and resid 263 and name - 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
15 assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
20 assign Isegid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 
assign (segid 3A4 and resid 263 and name 0 
assign (segid 3A4 and resid 263 and name O 
25 assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and resid 263 and name 0 
assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and resid 263 and name O 
30 assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and lesid 263 and name O 
assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and resid 263 and name O 
35 assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and resid 263 and name O 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
40 assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
45 assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
50 assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name C 
55 assign (segid 3A4 and resid 264 end name C 
assign (segid 3A4 and resid 264 and name 
assign (segid 3A4 and resid 264 and name 
assign (segid 3A4 and resid 264 and name 
assign (segid 3A4 and resid 264 and name 
60 assign (segid 3A4 and resid 264 and name 
assign (segid 3A4 and resid 264 and name 
assign Isegid 3A4 and resid 264 and name C 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
65 assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and resid 264 and name CA ) 
70 assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA J 
assign (segid 3A4 and resid 264 and name CA ) 
75 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and tesid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
80 assign (segid 3A4 and resid 264 and name CA 



(segid 3A4 and resid 265 and name O > 
(segid 3A4 and resid 266 and name C ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 266 and name 0 ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and lesid 267 and name N ) 
(segid 3A4 and resid 401 and name CA ) 
(segid HEM and resid 1 and name CBB) 



(segid 3A4 and resid 263 and name CB 
(segid 3A4 and resid 263 and name CG 
(segid 3A4 and resid 264 and name C 
(segid 3A4 and resid 264 and name CA 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name 0 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name CA 
(segid 3A4 and resid 265 and name N 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and tesid 266 and name CA 
(segid 3A4 and resid 266 and name N 
(segid 3A4 and resid 266 and name 0 
(segid 3A4 and resid 267 Bnd name C 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name H > 
(segid 3A4 and resid 267 and name 0 
(segid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N ) 
(segid 3A4 and resid 269 and name N ) 
(segid 3A4 and resid 270 and name CD1) 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 264 and name O ) 
(segid 3A4 and resid 265 and name C ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and rosid 265 and name N ) 
(segid 3A4 and resid 265 and name 0 1 
(segid 3A4 and resid 266 and name C ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 266 and name O j 
(segid 3A4 and resid 267 and name C ) 
(segid 3A4 and resid 267 and name CA ) 



6.76 
6.41 
5.47 
4.72 
7.58 
7.32 
7.17 
6.X3 
6.83 
6.84 
3.31 
4. 58 
3.03 
2.77 
2.25 
3.48 
4.17 
4.49 
3.54 
5.08 
3.87 
3.77 
3.35 
5.06 
5.14 
3.99 
3.69 
3.08 
6.28 
7.36 
6.54 
6.78 
5.17 
7.04 
7.40 
7.79 
7.84 
1.24 
3.03 
2.45 
1.34 
3.90 
4.58 
4.46 



(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 267 and name N 
(segid 3A4 and resid 267 and name 0 
(segid 3A4 and resid 268 and name C 
(segid 3A4 and resid 268 and name CA 
(segid 3A4 and resid 268 and name CB 
(segid 3A4 and resid 268 and name N 
(segid 3A4 and resid 268 and name O 
(segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 269 and name N 
(segid 3A4 and resid 435 and name C 
(segid 3A4 and resid 435 and name CA ) 



(segid 3A4 and resid 435 and name N 
(segid 3A4 and resid 435 and name O 
(segid 3A4 and resid 264 and name C 
(segid 3A4 and resid 264 and name O 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name CA 
I sea id 3A4 and resid 265 and name N 
segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name N 
(segid 3A4 and resid 266 and name O 
(segid 3A4 and resid 267 and name C 
segid 3A4 and resid 267 and name CA 
segid 3A4 and resid 267 and name CB ) 
(seaid 3A4 and resid 267 and name N 
segid 3A4 and resid 267 and name O 
(seeid 3A4 and resid 268 and name C 
segid 3A4 and resid 268 and name CA 
(segid 3A4 and resid 268 and name CB 
(segid 3A4 and resid 268 and name N 



0.12 
0.11 
0.12 
0.12 
0.11 
0.16 
0.20 
0.13 
0.45 
0.17 
0.04 
0.06 
0.04 
0.01 
0.01 
0.09 
0.05 
0.08 
0.09 
0.06 
0.08 
0.10 
0.10 
0.10 
0.17 
0.17 
0.20 
0.12 
0.16 
0.11 
0.13 
0.13 
0.15 
0.09 
0.12 
0.08 
0.12 
0.01 
0.05 
0.02 
0.01 
0.08 
0.11 
0.06 
0.04 
0.12 
0.16 
0.16 
0.18 
0.14 
0.15 
0.15 
0.14 
0.15 
0.15 
0.14 
0.15 
0.14 
0.28 
0. 
0 
0 
0 
0 
0 
0 
0 
0 



assiqn i segia j*v* cmi** «.ww~w *.w-» . — - 

assign (segid 3A4 and resid 264 and name CA ) (segia om 269 and name CA ) 

assign (segid 3A4 and resid 264 and name CA segid 3A4 ^ ^ nam& M ) 

assign Isegid 3A4 and resid 264 and name CA ) ( segia 



6.22 
5.14 
4.74 
4.23 
7.39 
7.37 
6.10 
7.07 
6.35 
6.28 
6.92 
1.52 
2.39 
4.40 
3.82 
2.45 
5.34 
5.51 
5.41 
4.35 
6.65 
5.83 
5.26 
4.73 
4.63 
7.03 
7.50 
6.32 
6.02 
5.30 
8.74 
7.46 



0.12 
0.10 
0.13 
0.12 
0.12 
0.16 
0.19 
0.13 
0.46 
0.16 
0.05 
0.05 
0.03 
0.01 
0.01 
0.09 
0.04 
0.07 
0.09 
0.05 
0.08 
0.09 
0.10 
0.09 
0.17 
0.17 
0.21 
0.12 
0.16 
0.11 
0.13 
0.13 
0.14 
0.09 
0.11 
0.09 
0.13 
0.01 
0.04 
0.02 
0.02 
0.07 
0.11 
0.06 
0.04 
0.12 
0.16 
0.15 
0.17 
0.14 
0.16 
0.15 
0.15 
0.15 
0.14 
0.14 
0.15 
0.14 
0.27 
0.20 
0.27 
0.47 
0.01 
0.01 
0.05 
0.01 
0.01 
0.07 
0.11 
0.06 
0.05 
0.11 
0.19 
0.18 
0.19 
0.13 
0.20 
0.18 
0.19 
0.19 
0.18 
0.16 
0.15 



19 
27 
,47 
.01 
.01 
.05 
.02 
,02 
.06 
0.10 
0.06 
0.05 
0.10 
0.19 
0.17 
0.19 
0.14 
0.20 
0.18 
0.18 
0.19 
0.18 
0.16 
0.16 
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assign {segid 3A4 and tesid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and res id 264 and name CA ) 
assign (segxd 3A4 and resid 264 and name CA ) 
5 assign tsegid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign Isegid 3A4 and resid 264 and name CA ) 
assign {segid 3A4 and resid 264 and name CA ) 
10 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
15 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
20 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
25 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
30 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA J 
assign (segid 3A4 and resid 264 and name CA 1 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
35 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
40 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA 1 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
45 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resxd 264 and name CA > 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
50 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA J 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
55 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
60 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
65 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
70 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
75 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign Isegid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA } 
80 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA } 
assign (segid 3A4 and resid 264 and name CA ) 



(segid 3A4 and resid ?70 and name CA ) 
(segid 3A4 and resid 210 and name CB ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and iesid 271 and name CB ) 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 279 and name CA ) 
{segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB > 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 30a and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segxd 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA } 
tsegid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
{segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB J 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and lesid 391 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA J 
(segid 3A4 and re3id 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 



10.07 
9.74 
10.62 
9.81 
12.38 
11.95 
14.34 
14.15 
15.92 
16.82 
18.29 
19.15 
15.79 
14.73 
14.45 
13.98 
18.12 
19.16 
19.04 
18.95 
16.57 
15.06 
17.84 
17.84 
15.53 
15.45 
16.36 
16.95 
18.02 
13.67 
13.27 
11.93 
12.31 
14.50 
15.97 
14.01 
14.47 
10.28 
9.21 
11.46 
12.21 
14.36 
15.40 
12.95 
12.53 
10.35 
12.36 
10.87 
9.86 
14.36 
14.92 
18.40 
17.17 
18.94 
18.27 
17.91 
15.10 
13.83 
17.39 
18.79 
16.79 
16.26 
15.92 
17.42 
17.64 
18.44 
18.46 
17.50 
18.39 
18.78 
17.08 
17.47 
13.66 
13.51 
14.29 
15.47 
15.65 
16.81 
12.85 
12.45 
10.38 
13.20 
14.56 



0.15 
0.13 
0.22 
0.21 
0.05 
0.06 
0.14 
0.26 
0.37 
0.53 
0.20 
0.19 
0.21 
0.22 
0.25 
0.31 
0.29 
0.30 
0.33 
0.37 
0.56 
0.56 
0.76 
0.70 
0.95 
0.95 
0.87 
0.93 
0.95 
0.97 
1.01 
0.85 
0.88 
0.75 
0.76 
0.85 
0.89 
0.86 
0.82 
0.64 
0.58 
0.67 
0.71 
0.77 
0.80 
0.79 
0.65 
0.45 
0.52 
0.38 
0.32 
0.83 
1.03 
0.55 
0.90 
0.85 
0.88 
0.82 
0.88 
0.88 
1.01 
1.06 
0.40 
0.30 
0.27 
0.22 
0.17 
0.25 
0.36 
0.28 
0.30 
0.33 
0.28 
0.29 
0.36 
0.43 
0.29 
0.32 
0.48 
0.57 
0.34 
0.41 
0.40 



0.16 
0.13 
0.22 
0.21 
0.05 
0.07 
0.15 
0.26 
0.36 
0.53 
0.19 
0.19 
0.22 
0.23 
0.25 
0.31 
0.29 
0.31 
0.32 
0.37 
0.55 
0.56 
0.76 
0.70 
0.95 
0.94 
0.88 
0.93 
0.94 
0.97 
1.01 
0.85 
0.89 
0.76 
0.76 
0.85 



0.90 
0.85 
0.83 
0.63 
0.59 
0.68 
0.71 
0.76 
0.81 
0.79 
0.64 
0.45 
0.51 
0.37 
0.31 
0.84 
1.03 
0.54 
0.89 
0.85 
0.88 
0.82 
0.89 
0.88 
1.01 
1.06 
0.41 
0.31 
0.27 
0-23 
0.18 
0.26 
0.36 
0.29 
0.30 
0.33 
0.28 
0.29 
0.37 
0.44 
0.29 
0.33 
0.48 
0.58 
0.35 
0.40 
0.40 



319 



15 



20 



assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and res id 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA J 
5 assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and resid 264 and name CA J 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and resid 264 and name CA ) 
10 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name CA ) 
assmn (segid 3A4 and resid 264 and name CA > 
assign (segid 3A4 and resid 264 and name CA ) 
25 assign (segid 3A4 and resid 264 and name CA 
assign (segid 3A4 and lesid 264 and name CA > 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA } 
assign (segid 3A4 and resid 264 and name CA ) 
30 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA 
35 assign (segid 3A4 and resid 264 and name CA ) 
assign (segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name CA ) 
« my .. (segid 3A4 and resid 264 and name CA J 
40 assign (segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name CA J 
(segid 3A4 and resid 264 and name N ) 



assign 
assign 
assign 
assign 
assign 



45 



50 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



55 



60 



65 



70 



ise^iu »w» — 

(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
assign (segid 3A4 and resid 264 and name N 
assign (segid 3A4 and resid 264 and name N 
assign (segid 3A4 and resid 264 and name H 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
assign (segid 3A4 and resid 264 and name N 
assign (segid 3A4 and resid 264 and name N 
assign (segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name N 
(segid 3A4 and resid 264 and name O 
(segid 3A4 and resid 264 and name 0 
Isegid 3A4 and resid 264 and name O 
(segid 3A4 and resid 264 and name 0 
(segid 3A4 and resid 264 and name O 
(segid 3A4 and resid 264 and name O 
assign (segid 3A4 and resid 264 and name O 
assign (segid 3A4 and resid 264 and name O 
assign (segid 3A4 and resid 264 and name O 
assign (segid 3A4 and resid 264 and name O 
(segid 3A4 and resid 264 and name O 



assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 



75 



80 



(segid 3A4 and resid 264 and name 
aasiyn (segid 3A4 and resid 264 and name 
assign (segid 3A4 and resid 264 and name O 
assign (segid 3A4 and resid 264 and name O 
assign (segid 3A4 and resid 264 and name O 
assign (segid 3A4 and resid 264 and name O 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 264 and name 
and resid 264 and name O 
and resid 264 and name O 
and tesid 264 and name O 
^, and resid 264 and name O 
(segid 3A4 and resid 264 and name O 
(segid 3A4 and resid 264 and name 0 



(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and tesid 405 and name CB > 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA > 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA > 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
{segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
and resid 435 and name CA ) 
and resid 435 and name N ) 
and resid 436 and name CA ) 
and resid 437 and name CA > 
Isegid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
tsegid 3A4 and resid 4 40 and name CA ) 
(segid 3A4 and resid 264 and name C ) 
(segid 3A4 and resid 264 and name CA ) 
(segid 3A4 and resid 264 and name O ) 
and resid 265 and name C ) 
and resid 265 and name CA ) 
and resid 265 and name N ) 
and resid 265 and name O ) 
and resid 266 and name C > 
and resid 266 and name CA ) 
and resid 266 and name N ) 
and resid 266 and name O ) 
_ and resid 267 and name C > 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name H ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N ) 
(segid 3A4 and resid 265 and name C ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name N ) 
(segid 3A4 and resid 265 and name O ) 
(segid 3A4 and resid 266 and name C ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 266 and name O ) 
(segid 3A4 and resid 267 and name C ) 
( segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name N ) 
(segid 3A4 and resid 267 and name O ) 
tsegid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA } 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N ) 
( segid 3A4 and resid 268 and name O ) 
(*>egid 3A4 and resid 269 and name C ) 
tsegid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 269 and name N ) 
( segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 435 and name C ) 
(segid 3A4 and resid 43S and name CA ) 



) 
> 
) 
) 

> 
) 
) 
> 

) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 

i 
) 



(segid 3A4 
tsegid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
tsegid 3A4 
(segid 3A4 
(segid 3A4 



14.21 
14.84 
11.06 
9.82 
10.55 
10.30 
14.29 
14.65 
14.74 
12.13 
10.62 
13.64 
13.51 
17.02 
16-89 
16.39 
15.39 
15.73 
12.93 
13.01 
14.10 
12.43 
15.16 
13.72 
11.59 
11.35 
11.08 
11.71 
14.20 
IS. 25 
17.08 
16.50 
10.86 
7.79 
6.58 
6.48 
8.86 
8.89 
7.61 
10.32 
10. B3 
2.47 
1.47 
3.51 
4.68 
4.22 
2.83 
5.79 
5.62 
5.25 
4.26 
6.84 
6.58 
5.75 
5.28 
4.89 
7.36 
7.15 
6.21 
3.02 
2.80 
2.27 
3.53 
4.17 
4.43 
3.49 
5.09 
3.92 
3.86 
3.82 
3.38 
5.11 
5.16 
3.99 
3.70 
3.10 
6.29 
7.39 
6.56 
5.20 
7.07 
7.35 
6.64 



0.39 
0.45 
0.47 
0.48 
0.70 
0.75 
0.71 
0.54 
0.54 
0.56 
0.56 
0.52 
0.58 
0.51 
0.42 
0.57 
0.22 
0.84 
0.36 
0.86 
1.23 
1.11 
1.21 
0.79 
1.39 
0.80 
0.68 
1.03 
1.34 
0.94 
1.08 
0.34 
0.43 
0.56 
0.46 
0.44 
0.56 
0.67 
0.68 
0-22 
0.17 
0.03 
0.02 
0.04 
0.04 
0.06 
0.07 
0.05 
0.09 
0.08 
0.06 
0.09 
0.16 
0.16 
0.18 
0.13 
0.14 
0.14 
0.14 
0.10 
0.06 
O.Ol 
0.11 
0.20 
0.14 
0.10 
0.21 
0.23 
0.22 
0.23 
0.22 
0.23 
0.20 
0.18 
0.18 
0.20 
0.18 
0.23 
0.21 
0.19 
0.22 
0.23 
0.12 



0.40 
0.46 
0.47 
0.48 
0.70 
0.75 
0.72 
0.55 
0.54 
0.56 
0.57 
0.52 
0.58 
0.52 
0.41 
0.58 
0.22 
0.84 
0.36 
0.86 
1.23 
1.11 
1.20 
0.79 
1.39 
0.81 
0.68 
1.03 
1.33 
0.94 
1.08 
0.33 
0.43 
0.56 
0.46 
0.45 
0.56 
0.67 
0.69 
0.22 
0.17 
0.03 
0.02 
0.03 
0.04 
0.07 
0.07 
0.04 
0.10 
0.07 
0.06 
0.09 
0.16 
0.16 
0.18 
0.12 
0.14 
0.14 
0.15 
0.10 
0.05 
0.01 
0.11 
0.20 
0.13 
0.10 
0.22 
0.23 
0.23 
0.23 
0.22 
0.22 
0.20 
0.18 
0.18 
0.20 
0.18 
0 
0 
0 
0 
0 
0 



23 
21 
20 
.23 
.22 
.12 
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10 



15 



20 



25 



30 



assign (segid 3*4 and resxd 264 and name O 
assign (segid 3A4 and tesxd 264 and name O 
assign (segxd 3A4 and resid 264 and name 0 
assign (sagid 3A4 and resid 265 and name C 
assign (segid 3A4 and resid 265 and name C 
assign (segid 3A4 and resid 265 and name C 
assign (segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
assign (segid 3A4 and resid 265 and name C 
assign (segid 3A4 and resid 265 and name C 
assign (segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and tesid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and tesxd 265 and name C 
(segid 3A4 and resid 265 and name C 
(segxd 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
(segid 3A4 and resid 265 and name C 
dS3iy „ (segid 3A4 and resid 265 and name C 
assign (segxd 3A4 and resid 265 and name C 
assign (segid 3A4 and resid 265 and name CA 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 435 and name O ) 
(segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 265 and name 0 J 
(seqid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name N J 
(segid 3A4 and resid 266 and name O ) 
(segid 3A4 and resid 267 and name C ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name w > 
(segid 3A4 and resid 267 and name O 
(segid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA ) 
. (segid 3A4 and resid 268 and name CB 
(segid 3A4 and resid 268 and name N ) 
(segid 3A4 and resid 268 and name O ) 
(segid 3A4 and resid 269 and name C ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resxd 269 and name N ) 
(segid 3A4 and resid 269 and name O 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 270 and name CG ) 
- and resid 270 and name N ) 
and resid 271 and name N ) 
, a ™ u and resid 312 and name C ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 312 and name 0 
[segid 3A4 and resid 265 and name C ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 



assign (segid 3A4 and resid 265 and name ~ d 265 and name 0 ) 

assign (segid 3A4 and resid 265 and name CA segid 3A4 ^ ^ ^ Q ) 

assign (segid 3A4 and resid 265 and name CA J^egia name ^ , 

35 assign (segid 3A4 and resxd 265 and name CA segxd 3A4 and resxd ^ ^ ^ j 
assxgn (segxd 3A4 and resxd 265 and name CA segid 3A4 an ^ ^ name O ) 

assxgn (segid 3A4 and resxd 265 and name CA segxd 3/v ^ c ) 

assxgn (segxd 3A4 and resxd 265 and name CA segxd ^ ^ ^ ^ } 

assxgn (segid 3A4 and xesxd 265 and name CA > (segxd ja« ^ ^ Mat a rn 

40 assxgn (segid 3A4 and resid 265 and name CA ) 
tssign segid 3A4 and resxd 265 and name CA 
assign (segid 3A4 and resid 265 and name CA 
assign segid 3A4 and resid 265 and name CA 
assign (segid 3A4 and resid 265 and name CA 
45 assign (segid 3A4 and resid 265 and name CA 
assign (segxd 3A4 and resid 265 and name CA 
assign (segid 3A4 and resid 265 and name CA 
assign (segid 3A4 and resid 265 and name CA 
assign (segxd 3A4 and resid 265 and name CA ) 
50 assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA 
assign (segid 3A4 and resid 265 and name CA J 
assiln (segid 3A4 and resid 265 and name CA 
assign (segxd 3A4 and resid 265 and name CA 
55 assign (segid 3A4 and resid 265 and name CA 

assign (segid 3A4 and resid 265 and name CA ) J**9"| JJJ 
assign (segid 3A4 and resid 265 and name CA (segid 3A4 
assign (segid 3A4 and resid 265 and name CA 
assign (segid 3A4 and resid 265 and name CA 
60 assign (segid 3A4 and resid 265 and name CA 
assign (segid 3A4 and resid 265 and name CA 
assign (segid 3A4 and resid 265 and name CA 
assign (segid 3A4 and resid 265 and name CA 

assign (segid 3A4 and resid 265 and name CA ~» — — ^ ^ CB , 

65 » 5t 4 4 Ind SSS S S =2 S ! S3 SS L. resxd 277 and name CA , 

^ . . ■ occ t* mama PA \ 



(segid 3A4 and resxd 267 and name CB ) 
(segxd 3A4 and resxd 2 67 and name N ) 
(segxd 3A4 and resid 267 and name O ) 
(segid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segxd 3A4 and resxd 268 and name M ) 
(segxd 3A4 and resxd 268 and name O 1 
(segxd 3A4 and resxd 269 and name C 
(segid 3A4 and resxd 269 and name CA 
(segxd 3A4 and resid 269 and name N ) 
(segxd 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB 

* and resid 272 and name CA ) 
w ^ ™ and resid 272 and name CB > 
(segxd 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 275 and name CA ) 
and resid 275 and name CB ) 
and resid 276 and name CA ) 



(segid 3A4 
(segid 3A4 



6.79 
7.30 
7.12 
1.24 
3.02 
2.43 
1.33 
3.83 
4.57 
4.50 
5.31 
3.32 
5.63 
4.92 
4.57 
4.32 
3.85 
6.14 
6.16 
5.11 
4.20 
7.32 
7.34 
7.42 
7.27 
6.04 
7.79 
7.01 
6.65 
5.84 
6.67 
1.52 
2.40 
4.42 
3.81 
2.44 
5.29 
5.52 
5.50 
6.01 
4.43 
6.63 
5.75 
5.15 
4.46 
4.59 
6.95 
7.42 
6.25 
5.24 
8.72 
8.84 
7.40 
9.88 
9.40 
10.57 
9.81 
12.30 
11.82 
14.61 
15.62 
16.58 
17.20 
14.00 
12.71 
13.55 



assign (segid 3A4 and resid 265 and name CA segxa ~- m CB , 13 

assxgn (segxd 3A4 and resxd 265 and name CA segxd 3A4 and ^ ^ ^ ^ 



70 



75 



80 



assign (segid 3A4 and resxd 265 and name CA 
assign (segid 3A4 and resxd 265 and name CA ) 
assxgn (segxd 3A4 and resxd 265 and name CA ) 
assxgn (segxd 3A4 and resxd 265 and name CA 
assxgn (segxd 3A4 and resxd 265 and name CA 
assxgn (segxd 3A4 and resxd 265 and name CA 

and resxd 265 and name CA ) 

and resxd 265 and name CA ) 
and rebxd 265 and name CA ) 
and resxd 265 and name CA ) 
tsegia w and resxd 265 and name CA ) 
assxgn (segid 3A4 and resid 265 and name CA 
assxgn (segxd 3A4 and resid 265 and name CA 
(segid 3A4 and resid 265 and name CA 
(segid 3A4 and resid 265 and name CA 
Isegid 3A4 and resid 265 and name CA ) 



assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 

assign (segid 3A4 



assign 
assign 
assign 



(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB l 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 280 and name CA l 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 281 and name CA 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resxd 301 and name CB ) 
(segid 3A4 and resid 305 and name CA > 
(segid 3A4 and resxd 305 and name CB > 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA 
(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 308. and name CA ) 



0.24 
0.38 
0.33 
0.01 
0.04 
0.02 
0.01 
0.08 
0.06 
0.06 
0.06 
0.05 
0.06 
0.07 
0.06 
0.10 
O.05 
0.07 
0.08 
0.12 
0.09 
0.09 
0.06 
0.06 
0.06 
0.06 
0.07 
0.66 
0.83 
0.78 
0.56 
0.00 
0.02 
0.05 
0.01 
0.02 
0.08 
0.06 
0.05 
0.10 
0.05 
0.06 
0.07 
0.08 
0.12 
0.06 
0.07 
0.09 
0.11 
0.10 
0.07 
0.08 
0.08 
0.08 
0.10 
0.18 
0.25 
0.13 
0.19 
0.39 
0.50 
0.16 
0.14 
0.19 
0.17 
0.31 
0.41 
0.31 
0.31 
0.33 
0.39 
0.56 
0.58 
0.72 
0.66 
0.B8 
0.85 
0.89 
0.85 
0.90 
0.98 
1.01 
1.01 



28 



17.32 
18.23 
17.84 
17.47 
15.82 
14.34 
17.77 
17.85 
17.45 
17.54 
14.77 
15.07 
15.33 
15.10 
16.10 
11.81 



0.23 
0.39 
0.33 
0.02 
0.04 
0.03 
0.01 
0.07 
0.05 
0.05 
0.07 * 
0.05 
0.06 
0.07 
0.06 
0.09 
0.06 
0.07 
0.07 
0.11 
0.09 
0.08 
0.06 
0.06 
0.05 
0.06 
0.07 
0.67 
0.82 
0.78 
0.56 
0.01 
0.02 
0.05 
0.01 
0.02 
0.09 
0.06 
0.06 
0.11 
0.05 
0.07 
0.07 
0.07 
0.11 
0.05 
0.08 
0.09 
0.11 
0.09 
0.08 
0.08 
0.07 
0.08 
0.10 
0.18 
0.26 
0.13 
0.19 . 
0.39 
0.51 
0.17 
0.15 
0.19 
0.18 
0.32 
0.41 
0.31 
0.32 
0.34 
0.40 
0.56 
0.59 
0.71 
0.66 
0.88 
0.85 
0.89 
0.85 
0.89 
0.99 
1.00 
1.01 



321 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



assign (segxd 3A4 and resxd 265 and name CA ) 
assign (segxd 3A4 and xesxd 265 and name CA ) 
assxgn (3egid 3A4 and tesid 265 and name CA ) 
assign (segxd 3A4 and resid 265 and name CA ) 
assign (segxd 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA > 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 end name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
assxgn (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
( segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA > 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA > 
(segid 3A4 and tesid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
(segid 3A4 and re3id 265 and name CA ) 
(segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA > 
assign (segid 3A4 and resid 265 and name CA J 
assign (segid 3A4 and resLd 265 and narao CA > 
assign (segid 3A4 and resid 265 and name CA } 
assign (segid 3A4 and iesid 265 and name CA ) 
assign (segid 3A4 and xesid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 



11.71 
10.44 
11.25 
12.36 
13-82 
11.15 



(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and xesid 310 and name CA ) 
(segid 3A4 and tesid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 11.61 
(segid 3A4 and resid 312 and name CA ) 7.42 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 312 and name O ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA > 



assign 
assign 
assxgn 
assxgn 
assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



VSC^JLU mtn-* «-•••'— — — — — — 

(segid 3A4 and tesid 314 and name CB 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB . 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 



6.74 
6.97 
8.94 
10.03 
11.22 
12.20 
9.34 
8.88 
6.98 
9-61 
9.05 
8.40 
12.80 
13.54 
16.57 
15.96 
14.15 



t SegJ-U M\t OlIW ~ — • - - 

(segid 3A4 and resid 349 and name CA ) 17 .27 



assign 
assign 
assign 
assign 
assign 



80 



(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and re3id 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 357 and name CB 1 
(segid 3A4 and resid 360 and name CA J 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
| segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(&egid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A1 and resid 382 and name CB > 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segxd 3A4 and iesid 385 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA > 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB } 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
{ segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resxd 409 and name CA ) 
(segid 3A4 and resid 409 ana name CB ) 
segid 3A4 and resid 410 and name CA ) 



18.46 
15.60 
16.27 
15.70 
18.19 
16.41 
17.05 
14.48 
15.16 
14.29 
15.63 
11.69 
10.49 
14.30 
15.60 
14.21 
13.94 
16.77 
17.05 
IB. 03 
13.74 
15.94 
16.31 
18.77 
19.27 
17.79 
18.76 
17.19 
17.80 
18.83 
17.85 
18.42 
14.16 
13.73 
14.27 
15.17 
16.36 
17.66 
14.26 
14.00 
11.19 
13.67 
14.85 
15.59 
16.41 
12.97 
11.86 
11.62 
10.90 
15.25 
16.45 
16.78 
14.12 
12.63 
14.79 
14.29 
18.36 



1.01 
0.91 
0.93 
0.84 
0.84 
0.95 
0.99 
0.92 
0.88 
0.74 
0.64 
0.61 
0.72 
0.78 
0.80 
0.86 
0.72 
0.51 
0.21 
0.32 
0.18 
0.17 
0.78 
0.76 
0.97 
1.11 
0.73 
0.58 
0.70 
0.80 
0.56 
0.78 
0.77 
0.89 
0.96 
0.86 
0.89 
0.91 
0-82 
0.93 
0.92 
1.05 
1.06 
0.74 
0.50 
0.55 
0.44 
0.35 
0.34 
0.36 
0.24 
0.24 
0.16 
0.26 
0.39 
0.30 
0.22 
0.26 
0.22 
0.24 
0.33 
0.44 
0.22 
0.24 
0.43 
0.55 
0.31 
0.33 
0.34 
0.32 
0.37 
0.45 
0.51 
0.60 
0.68 
0.70 
0.50 
0.47 

o.so 

0.50 
0.48 
0.55 
0.49 



1.00 
0.92 
0.92 
0.85 
0.85 
0.95 
0.98 
0.93 
0.88 
0.73 
0.65 
0.61 
0.72 
0.79 
0.79 
0.85 
0.71 
0.51 
0.21 
0.33 
0.18 
0.17 
0.79 
0.76 
0.96 
1.11 
0.72 
0.58 
0.70 
0.80 
0.57 
0.78 
0.77 
0.89 
0.97 
0.85 
0.90 
0.90 
0.82 
0.93 
0.93 
1.05 
1.07 
0.74 
0.50 
0.55 
0.44 
0.34 
0.33 
0.36 
0.24 
0.23 
0.15 
0.25 
0.38 
0.30 
0.23 
0.25 
0.22 
0.24 
0.32 
0.44 
0.21 
0.24 
0.43 
0.54 
0.30 
0.33 
0.34 
0.32 
0.36 
0.45 
0.51 
0.61 
0.67 
0.71 
0.51 
0.47 
0.49 
0.51 
0.48 
0.55 
0.50 



322 



(segid 3A4 and resid 411 and name CA ) 18.85 

(segid 3A4 and resid 411 and name CB ) IS. 60 

(segid 3A4 and resid 412 and name CA ) 17.15 

(segid 3A4 and resid 413 and name CA ) 16.79 

(segid 3A4 and resid 414 and name CA ) 13.99 



10 



15 



assign (segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and lesid 265 and name CA ) 
assign {segid 3A4 and resid 265 and name CA ) 
assign (segid 3A4 and resid 265 and name CA ) 

assign (segid 3A4 and resid 265 and name CA isegiu ^ ™ ™ ™ £ , l3 . 14 

assign (segid 3A4 and resid 265 and name CA segid jm ana res M 74 

assign (segid 3A4 and resid 265 and name CA segid 3A4 and resid 413 ^ ^ ) „ _ 

assign (segid 3A4 and resid 265 and name CA segid £4 an ^ ^ } 

assign (segid 3A4 and resid 265 and name CA segid 3A4 ^ ^ ^ ^ ^ 

assign (segid 3A4 and resid 265 ana name ^ , (se Q Xd 3*4 and resid 424 and name CA ) 

assign (segid 3A4 and resid 265 and name CA segid 3A4 ^ ^ ) 

assign (segid 3A4 and resid 265 and name CA segid ^ ^ 

assign (segid 3A4 and resid 265 and name CA segid 3A4 ana r ^ 

assign (segid 3A4 and resid 265 and name CA segid 3A4 and re ^ ) ^ ^ 

assign (segid 3A4 and resid 265 and name CA segid 3A4 a namfi CA > 14.23 

assign (segid 3A4 and resid 265 and name CA j tsegia m%* o ^ ^ % 1fi m 



13.08 
16.00 
13.18 
10.79 
10.57 
10.02 



0.35 

0.50 

0.20 

0.93 

0.51 

0.87 

1.41 

1.06 

0.96 

1.00 

1.48 

0.52 

0.57 

1.03 

1.21 

0.90 



0.35 
0.50 
0.21 
0.92 



20 



assign isegiu m% ~~~ ' ; , •„ rn i /Ipatd 3A4 and resid 430 and name CA ) 16.01 0.77 

assign (segid 3A4 and resid 265 and name CA ) segid 3A4 ana re Q ^ 5 

assign (segid 3A4 and resid 265 and name CA segid 3A4 and resid 431 ana nam ^ 

assign (.Sid 3A4 and resid 265 and name CA segid 3A4 and resid 433 and na^ ^ ) ^ 

assign (segid 3A4 and resid 265 and name CA segid 3A4 ana na me CA ) 7.14 0.41 

assign (segid 3A4 and resid 265 and name CA segid 3A4 an ^ ^ } 

assign (segid 3A4 and resid 265 and name CA segid 3A4 a n , 

assign (segid 3A4 and resid 265 and name CA segid 3A4 and res ^ } 

assign (segid 3A4 and resid 265 and name CA segid 3A4 and re ^ } 
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6.54 
6.25 
9. 85 
10.58 
9.29 
12.30 
12.73 
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assign (segid 3A4 and resid 265 and name N 
30 assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name H 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name M 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 265 and name N 
assign (segid 3A4 and resid 26S and name N 
assign (segid 3A4 and resid 265 and name 0 
assign (segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name 0 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
(segid 3A4 and resid 265 and name O 
assign (segid 3A4 and resid 265 and name O 
lllw segid 3A4 and resid 265 and name O 
assign segid 3A4 and resid 265 and name O 
80 assign isegid 3A4 and resid 265 and name 0 
assign (segid 3A4 and resid 265 and name O 
assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
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assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 
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(segid 3A4 and resid 265 and name C ) 
(segid 3A4 and rosid 265 and name CA ) 
(segid 3A4 and resid 265 and name O ) 
(segid 3A4 and resid 266 and name C ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 266 and name O ) 
(segid 3A4 and resid 267 and name C ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name N ) 
(segid 3A4 and resid 267 and name O ) 
(segid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N ) 
(segid 3A4 and resid 268 and name O ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 269 and name N ) 
(segid 3A4 and resid 434 and name C ) 
(segid 3A4 and resid 435 and name C ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 435 and name O ) 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name N ) 
(segid 3A4 and resid 266 and name O 
(segid 3A4 and resid 267 and name C > 
) (segid 3A4 and resid 267 and name CA ) 
) (segid 3A4 and resid 267 and name CB ) 
) (segid 3A4 and resid 267 and name N } 
) (segid 3A4 and resid 267 and name O 
) (segid 3A4 and resid 268 and name C ) 
) (segid 3A4 and resid 268 and name CA 
) (segid 3A4 and resid 268 and name CB 
) (segid 3A4 and resid 268 and name N 
i (segid 3A4 and resid 268 and name O ) 
) (segid 3A4 and resid 269 and name C j 
segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 269 and name N 
segid 3A4 and resid 269 and name O 
) (segid 3A4 and resid 270 and name C 
segid 3A4 and resid 270 and name CA 
segid 3A4 and resid 270 and name CB 
segid 3A4 and resid 270 and name CD1 
segid 3A4 and resid 270 and name CD2 
(segid 3A4 and resid 270 and name CG ) 
) (segid 3A4 and resid 270 and name N ) 
segid 3A4 and resid 271 and name N ) 
) (segid 3A4 and resid 312 and name CA 

(segid 3A4 and resid 312 and name CB ) 
) (segid 3A4 and resid 312 and name O ) 
) (segid 3A4 and resid 266 and name O ) 
) (segid 3A4 and resid 267 and name C ) 



2.44 
1.46 
3.50 
4.71 
4.18 
2.79 
5.77 
5.68 
5.40 
5.56 
4.37 
6.89 
6.53 
5.67 
5.10 
4.87 
7.74 
7.31 
6.18 
6.80 
7.16 
6.27 
5.96 
7.09 
2.95 
2.76 
2.25 
3.38 
4.12 
4.40 
5.45 
3.45 
5.02 
3.88 
3.80 
3.64 
3.35 
5.06 
5.06 
3.92 
3.05 
6.18 
7.28 
6.48 
6.76 
7.34 
7.77 
6.73 
5.10 
6.89 
6.71 
6.05 
6.88 
1.23 
3.06 



0.23 
0.19 
0.48 
0.50 
0.25 
0.23 
0.19 
0.02 
0.01 
0.05 
0.07 
0.05 
0.06 
0.08 
0.09 
0.09 
0.14 
0.09 
0.10 
0.10 
0.10 
0.12 
0.09 
0.10 
0.12 
0.12 
0.35 
0.24 
0.14 
0.22 
0.44 
0.08 
0.04 
0.02 
0.12 
0.14 
0.12 
0.15 
0.09 
0.14 
0.11 
0-12 
0.15 
0.13 
0.10 
0.09 
0.11 
0.11 
0.09 
0.12 
0.09 
0.10 
0.19 
0.08 
0.08 
0.08 
0.11 
0.68 
0.64 
0.40 
O.OO 
0.05 



0.51 
0.86 
1.40 
1.06 
0.96 
1.00 
1.47 
0.52 
0.56 
1.03 
1.22 
0.90 
0.77 
0.45 
0.60 
0.28 
0.41 
0.23 
0.20 
0.47 
0.50 
0.25 
0.23 
0.19 
0.02 
0.00 
0.05 
O.07 
0.05 
0.05 
0.09 
0.09 
0.10 
0.14 
0.09 
0.09 
0.10 
0.10 
0.12 
0.09 
0.10 
0.12 
0.11 
0.35 
0.25 
0.14 
0.21 
0.43 
0.08 
0.03 
0.01 
0.12 
0.13 
0.11 
0.15 
0.09 
0.14 
0.11 
0.13 
0.15 
0.13 
0.11 
0.09 
0.11 
0.11 
0.10 
0.12 
0.09 
0.10 
0.19 
0.08 
0.07 
0.08 
0.10 
0.68 
0.64 
0.41 
0.01 
0.04 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 266 and name C 
a3il yn (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and tesid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
5 assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
assign (seqid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
assign (segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name C 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
HaaJ . y .. (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA 
35 assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
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(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CD ) 
(segid 3A4 and re3id 267 and name N ) 
(segid 3A4 and resid 267 and name O ) 
(segid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N J 
(segid 3A4 and resid 268 and name 0 ) 
(segid 3A4 and resid 269 and name C ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 269 and name N ) 
(segid 3A4 and resid 269 and name 0 ) 
(segid 3A4 and resid 270 and name C ) 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 27 0 and name CB ) 
(segid 3A4 and resid 270 and name CDl) 
(segid 3A4 and resid 270 and name CD2) 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 270 and name O ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name N ) 
(segid 3A4 and resid 272 and name N > 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 266 and name C ) 
(segid 3A4 and resid 266 and name 0 ) 
(segid 3A4 and resid 267 and name C ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name N ) 
(segid 3A4 and resid 267 and name O ) 
(segid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N > 
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assign (segid 3A4 and resid Zb* ana name ™ ~ and name Q 

assign (segid 3A4 and resid 266 and name CA segid 3A4 and ^ ^ ^ q 



assign i3ey iU -* r ™ ~ ~ ~ , . 

assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA > 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA > 
assign (segid 3A4 and resid 266 and name CA ) 
65 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
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and resid 269 and name C ) 
wt>j _ _ and resid 269 and name CA ) 
(segid 3A4 and resid 269 and name N ) 
(segid 3A4 and resid 269 and name O ) 
(segid 3A4 and resid 270 and name C ) 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 270 and name CDl) 
(segid 3A4 and resid 270 and name CD2) 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 271 and name CA > 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name N ) 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 273 and name CA > 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 27 4 and name CB ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
and resid 280 and name CA ) 



2-14 
3.71 
1.32 
3.90 
4.57 
4.51 
5.22 
3.34 
5.62 
4.87 
4.57 
3.86 
6.08 
6.10 
5.10 
4.75 
4.71 
5.79 
4.51 
4.15 
7.27 
7.19 
7.15 
5.93 
7.73 
7.13 
6.02 
1.53 
2.40 
4.45 
3.82 
4.87 
2.44 
5.37 
5.55 
5.51 
5.88 
4.44 
6.67 
5.76 
5.21 
4.64 
6.94 
7.40 
6.27 
5.98 
5.62 
6.56 
5.46 
5.24 
8.60 
8.58 
7.31 
9.88 
9.53 
10.57 
10.00 
12.36 
13.56 
13.95 
14.70 
10.98 
9.82 
10.35 
10.29 
14.07 
15.12 
14.35 
14.05 
12.10 
10.62 
14.16 
14.37 
17.29 



assign i&cvjw — — - " j . 

assign (segid 3A4 and resid 266 and name CA ) . 

assign isegid 3A4 and resid 266 and name CA ) segid 3A4 ™ ----- --- _ ^ j 

assign (segid 3A4 and resid 266 and name CA segia £ ^ ^ ^ ) 

assign (segid 3A4 and resid 266 and name CA segid 3A4 ana ^ ) 

assign (segid 3A4 and resid 266 and name CA segid 3* ^ ^ ^ ) 

assign (segid 3A4 and resid 266 and name CA segid 3A ^ ^ | xfi n 

assign (segid 3A4 and resid 266 and name CA segid 3A4 an ^ ^ ^ ) ^ ^ 

assign (segid 3A4 and resid 266 and name CA ) isegia _ . . ™ 

assign (segid 3A4 and resid 266 and name CA ) 
assign (">egid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (sogid 3A4 and resid 266 and name CA 1 
assign (segid 3A4 and resid 266 and name CA ) 



isegiu — : 

(segid 3A4 and resid 304 and name CA ) 

(segid 3A4 and resid 304 and name CB ) 

I segid 3A4 and resid 305 and name CA ) 

(segid 3A4 and resid 305 and name CB ) 

(segid 3A4 and resid 306 and name CA ) 

(segid 3A4 and resia 307 and name CA ) 

(segid 3A4 and resid 307 and name CB ) 



0.02 
0.02 
0.01 
0.08 
0.05 
0.05 
0.08 
0.04 
0.07 
0.07 
0.09 
0.07 
0.06 
0.07 
0.06 
0.06 
0.21 
0.09 
0.07 
0.06 
0.08 
0.08 
0.09 
0.07 
0.09 
0.48 
0.40 
0.01 
O.03 
0.04 
0.02 
0.02 
0.03 
0.08 
0.02 
0.05 
0.09 
0.04 
0.05 
O.04 
0.08 
0.05 
0.03 
0.07 
0.04 
0.03 
0.20 
0.12 
0.04 
0.05 
0.08 
0.09 
0.07 
0.13 
0.25 
0.11 
0.18 
0.44 
0.55 
0.23 
0.21 
0.22 
0.22 
0.29 
0.36 
0.29 
0.31 
0.32 
0.37 
0.55 
0.57 
0.67 
0.61 
0.63 
0.91 
0.93 
0.88 
0.87 
0.89 
0.82 
0.84 
0.93 
0.96 



13.83 
13.90 
11 .12 
11.41 
12.12 
12.04 
12.96 



0.01 
0.02 
0.02 
0.07 
0.05 
0.05 
0.08 
0.05 
0.08 
0.06 
0.08 
0.07 
0.06 
0.08 
0.06 
0.07 
0.21 
0.09 
0.06 
0.07 
0.08 
0.08 
0.10 
0.08 
0.08 
0.49 
0.40 
0.02 
0.02 
0.04 
0.02 
0.02 
0.04 
0.07 
0.02 
0.04 
0.09 
0.04 
0.05 
0.04 
0.07 
0-05 
0.03 
0.08 
0.05 
0.03 
0.20 
0.11 
0.04 
0.04 
0.08 
0.10 
0.08 
0.12 
0.25 
0.10 
0.18 
0.44 
0-56 
0.22 
0.21 
0.23 
0.23 
0.28 
0.37 
0.28 
O.30 
0.32 
0.37 
0.55 
0.56 
0.66 
0.60 
0.62 
0.91 
0.92 
0.88 
0.86 
0.88 
0.83 
0.e3 
0.92 
0.96 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and res id 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and re3id 266 and name CA ) 
[segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA > 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and ie3id 266 and name CA > 



(segid 3A4 and tesid 300 and name CA 

(segid 3A4 and resid 308 and name CB 

(segid 3A4 and resid 309 and name CA 

(segid 3A4 and resid 309 and name CB 

(segid 3A4 and resid 310 and name CA 

(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 311 and name CA 



(ootj^u — — — 

(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name CA 



(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name C ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 312 and name N > 
(segid 3A4 and resid 312 and name 0 ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
[segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 



8.53 
8.17 
7.64 
8.47 
10.26 
11.63 
9.25 
9.43 
6.64 
5.92 
4.78 
6.94 
6.73 
8.46 
9.33 
10.92 
11.57 
9.58 
8.80 
8.45 
11.08 
11.29 



assign (segid 3A4 and resid 266 and name £ m^. ~« — ™ name CB 10 S3 

=5 as s s s a s = s a a. - - - - s • » 



25 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
30 assign Isegid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA ) 
assign [segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
35 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
40 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 26b and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
45 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
50 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA > 
assign (segid 3A4 and resid 266 and name CA ) 
55 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
60 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
65 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
70 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
75 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 26b and name CA ) 
assign (segid 3A4 and resid 2b6 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and te«»id 266 and name CA ) 
80 assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 
assign (segid 3A4 and resid 266 and name CA ) 



isegid 3A4 and resid 319 and name CB ) 15.41 
(segid 3A4 and resid 347 and name CA ) 17.95 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and xesid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 



17.30 
15.77 
16.01 
16.91 
16.64 



(segid 3A4 and resid 357 and name CA ) 19.01 



V beyxu jn.i uuu — — • 

(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 359 and name CA } 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segad 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA > 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB > 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 36S and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 17.48 
[segid 3A4 and resid 396 and name CA 16.71 
(segid 3A4 and resid 396 and name CB ) 17.53 
and resid 397 and name CA ) 
and resid 397 and name CB ) 
and resid 398 and name CA ) 
iae ,uu ^ and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and tesid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
and resid 403 and name CB ) 
and resid 404 and name CA ) 
and resid 404 and name CB ) 
and resid 405 and name CA ) 
and resid 405 and name CB ) 
and resid 406 and name CA ) 
(segia and resid 407 and name CA ) 
(seaid 3A4 and resia *07 and name CB ) 
segid 3A4 and resid 4 08 and name CA ) 



17.64 
18.60 
18.52 
16.32 
17.19 
14.81 
15.74 
13.72 
14.86 
10.44 
9.24 
12.22 
13.67 
11.41 
10.87 
16.31 
17.22 
18.41 
14.14 
16.16 
16.21 
19.34 
19.52 
17.99 
18.50 
16.50 
17.08 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



0.98 
1.01 
0.78 
0.81 
0.63 
0.67 
0.73 
0.82 
0.41 
0.58 
0.51 
0.70 
0.38 
0.29 
0.28 
0.43 
0.50 
0.56 
0.61 
0.70 
0.54 
0.24 
0.32 
0.25 
0.32 
0.59 
0.55 
0.84 
0.36 
0.60 
0.71 
0.40 
0.40 
0.66 
0.71 
0.61 
0.63 
0.77 
0.87 
0.71 
0.78 
0.75 
0.69 
0.82 
0.81 
1.00 
1.06 
0.52 
0.27 
0.32 
0.26 
0.24 
0.26 
0.26 
0.19 
0.19 
0.18 
0.25 
0.36 
0.34 
0.30 
0.33 
0.32 
0.30 
0.36 
0.44 
0.27 
0.28 
0.49 
0.60 
0.40 
0.33 
0.34 
0.36 
0.41 
0.53 
0.65 
0.53 
0.62 
0.68 
0.48 
0.45 
0.38 



13.25 
13.09 
12.46 
13.29 
14.24 
15.66 
12.53 
12.66 
9.03 
10.72 
11.91 
12.85 
13.90 
10.53 
9.73 
8.45 
7.54 
11.87 
13.52 
14.05 
11.47 



0.99 
1.02 
0.78 
0.80 
0.64 
0.67 
0.73 
0.82 
0.42 
0.57 
0.51 
0.69 
0.37 
0.30 
0.27 
0.44 
0.50 
0.56 
0.61 
0.70 
0.54 
0.24 
0.31 
0.26 
0.32 
0.60 
0.55 
0.83 
0.37 
0.60 
0.71 
0.41 
0.40 
0.66 
0.71 
0.62 
0.63 
0.76 
0.87 
0.72 
0.78 
0.75 
0.69 
0.83 
0.81 
0.99 
1.05 
0.52 
0.27 
0.32 
0.26 
0.25 
0.25 
0.26 
0.18 
0.19 
0.18 
0.25 
0.36 
0.34 
0.31 
0.33 
0.31 
0.31 
0.35 
0.44 
0.28 
0.28 
0.50 
O.60 
0.39 
0.34 
0.33 
0.36 
0.40 
0.53 
0.64 
0.54 
0.62 
0.67 
0.48 
0.45 
0.37 



325 



assign 
assign 
assign 
assign 
assign 
assxgn 



assxgn (segid 3A4 and resid 266 and name CA 
assign {segid 3A4 and res id 266 and name CA 
assign (segid 3A4 and res id 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name CA 
(segid 3A4 and resid 266 and name CA 
assxgn (segid 3A4 and resid 266 and name CA 
assxgn (segid 3A4 and resid 266 and name CA 
assxgn (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assxgn (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resxd 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name CA 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segxd 3A4 and resid 266 and name N 
assign (segxd 3A4 and resid 266 and name N 
assxgn (segxd 3A4 and resxd 266 and name N 
assign I segxd 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segxd 3A4 and resid 266 and name N 
assign (segxd 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segxd 3A4 and resid 266 and name N 
assign (segxd 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assxgn (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segxd 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segid 3A4 and resid 266 and name N 
assign (segxd 3A4 and resid 266 and name O 
assign (segid 3A4 and resid 266 and name O 
assign (segid 3A4 and resid 266 and name 0 
assxgn (segxd 3A4 and resid 266 and name 0 
assign (segxd 3A4 and resid 266 and name O 
assign (segxd 3A4 and resid 266 and name O 
assxgn (segid 3A4 and resid 266 and name O 
assxgn (segxd 3A4 and resid 266 and name O 
assign (segxd 3A4 and resid 266 and name O 
assign (segxd 3A4 and resid 266 and name O 
assign (segxd 3A4 and resid 266 and name 0 
assign (segid 3A4 and resid 266 and name O 
assign (segxd 3A4 and resid 266 and name O 
assign (segid 3A4 and resid 266 and name O 
assign (segid 3A4 and resid 266 and name O 
assign (segxd 3A4 and resid 266 and name O 
assign (segid 3A4 and resid 266 and name O 
assign (segid 3A4 and resxd 266 and name O 
assign (segxd 3A4 and resxd 266 and name O 
assxgn (segid 3A4 and resid 266 and name O 
assign (segxd 3A4 and resxd 266 and name O 
assign (segxd 3A4 and resxd 266 and name 0 
assign (sogxd 3A4 and resxd 266 and name O 
assign (segxd 3A4 and resid 266 and name O 
assxgn (segid 3A4 and resid 266 and name 0 
assxgn (segid 3A4 and resid 266 and name 0 
assign (segid 3A4 and resid 266 and name 0 
assign (segid 3A4 and resid 266 and name 0 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



(segid 3A4 and resid 408 and name CB ) 10.10 
(segxd 3A4 and resxd 409 and name CA ) 11.66 
(segxd 3A4 and resxd 409 and name CB ) 10-98 
(segxd 3A4 and resid 410 and name CA > 15. n 
(segxd 3A4 and resid 411 and name CA ) 
(segxd 3A4 and resid 411 and name CB ) 
(segxd 3A4 and resid 412 and name CA ) 
(segxd 3A4 and resxd 413 and name CA ) 
(segxd 3A4 and resxd 414 and name CA ) 
(segxd 3A4 and resxd 415 and name CA ) 
(segid 3A4 and resxd 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resxd 417 and name CA ) 
(segxd 3A4 and resxd 423 and name CA ) 
(segxd 3A4 and resxd 424 and name CA ) 
(segxd 3A4 and resxd 425 and name CA ) 
(segxd 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segxd 3A4 and resid 428 and name CA > 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA > 
(segid 3A4 and resid 437 and name CA ) "-35 
(segid 3A4 and resid 438 and name CA ) 11.30 
(segid 3A4 and resxd 439 and name CA ) 13.59 
(segxd 3A4 and resxd 440 and name CA ) 
(segid 3A4 and resid 266 and name C ) 
(segxd 3A4 and resid 266 and name CA ) 



) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 

) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 



16.18 

16.08 

14.75 

14.72 

12.49 

13.04 

14.11 

13.29 

16.61 

15.33 

13.29 

13.62 

13.55 

14.57 

17.07 

17.83 

18.62 

12.87 

10.76 

10.15 

13.16 
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(segid 3A4 and resid 266 and name O 
(segid 3A4 and resid 267 and name C ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resxd 267 and name CB ) 
(segid 3A4 and resid 267 and name N ) 
(segid 3A4 and resid 267 and name O ) 
(segxd 3A4 and resid 268 and name C } 
(segid 3A4 and resid 268 and name CA ) 
(segxd 3A4 and resid 268 and name CB ) 
(segxd 3A4 and resxd 268 and name N ) 
(segid 3A4 and resxd 268 and name O ) 
(segid 3A4 and resid 269 and name C ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 269 and name M ) 
(segxd 3A4 and resxd 269 and name O ) 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segxd 3A4 and resid 270 and name CD1) 
(segid 3A4 and resxd 270 and name CG ) 
(segid 3A4 and resxd 270 and name N ) 
(segxd 3A4 and re3xd 312 and name C ) 
(segxd 3A4 and resxd 312 and name CA ) 
(segxd 3A4 and resxd 312 and name CB ) 
(segxd 3A4 and resxd 312 and name O ) 
(segid 3A4 and resxd 267 and name C ) 
(segxd 3A4 and resxd 267 and name CA ) 
(segxd 3A4 and resid 267 and name CB ) 





(segxd 3A4 and resid 267 and name N 
(segxd 3A4 and resid 267 and name O > 
(segxd 3A4 and resid 268 and name C ) 
(segxd 3A4 and resid 268 and name CA ) 
(segxd 3A4 and resxd 268 and name CB ) 
(segxd 3A4 and resid 268 and name N ) 
(segxd 3A4 and resid 268 and name O ) 
(segxd 3A4 and resxd 269 and name C ) 
(segid 3A4 and resxd 269 and name CA ) 
(segid 3A4 and resxd 269 and name N 
(segid 3A4 and resxd 269 and name O ) 
(segid 3A4 and resxd 270 and name C ) 
(segid 3A4 and resxd 270 and name CA ) 
(segid 3A4 and resxd 270 and name CB ) 
(segid 3A4 and resxd 270 and name CDl 
(segid 3A4 and resxd 270 and name CD2) 
(segid 3A4 and resxd 270 and name CG 
(segid 3A4 and resxd 270 and name N ) 
(segid 3A4 and resxd 270 and name O J 
(segid 3A4 and resxd 271 and name C ) 
(segxd 3A4 and resxd 271 and name CA 
(segxd 3A4 and resxd 271 and name CB 
(segxd 3A1 and resid 271 and name N ) 
(segid 3A4 and resid 272 and name N J 
(segid 3A4 and resid 273 and name N J 



12.94 
2.47 
1.45 
3.48 
4.74 
4.25 
5.03 
2.85 
5.82 
5.67 
5.36 
5.38 
4.36 
6.88 
6.50 
5.68 
4.B8 
7.70 
7.32 
7.15 
6.98 
6.79 
6.16 
6.69 
6.26 
5.23 
6. 56 
3.03 
2.77 
4.25 
2.25 
3.51 
4.13 
4.44 
5.36 
3.51 
5.02 
3.81 
3.76 
3.33 
4.99 
5.04 
3.95 
3.70 
3.98 
4.73 
3.49 
3.01 
6.18 
7.22 
6.38 
6.56 
5.03 
6.82 
7,73 



0.40 
0.41 
0.49 
0.44 
0.34 
0.48 
0.33 
0.94 
0.62 
0.67 
1.02 
1.15 
0.97 
1.12 
1.56 
0.74 
0.59 
0.99 
1.22 
0.93 
0.43 
0.67 
0.42 
0.23 
0.53 
0.53 
0.32 
0.21 
0.21 
0.02 
0.01 
0.04 
0.05 
0.04 
0.04 
0.05 
0.05 
0.04 
0.05 
0.08 
0.05 
0.04 
0.06 
0.11 
0.07 
0.06 
0.04 
0.04 
0.20 
0.04 
0.06 
0.62 
0.80 
0.76 
0.54 
0.10 
0.05 
0.04 
0.03 
0.13 
0.15 
0.13 
0.16 
0.10 
0.17 
0.12 
0.15 



0.40 
0.42 
0.48 
0.45 
0.33 
0.49 
0.34 
0.93 
0.62 
0.68 
1.01 
1.15 
0.96 
1.11 
1.56 
0.73 
0.59 
0.98 
1.22 
0.93 
0.44 
0.66 
0.42 
0.23 
0.52 
0.53 
0.33 
0.22 
0.22 
0.01 
0.01 
0.05 
0.05 
0.04 
0.05 
0.05 
0.06 
0.05 
0.06 
0.08 
0.06 
0.04 
0.06 
0.10 
0.08 
0.05 
0.05 
0.05 
0.20 
0.04 
0.05 
0.63 
0.80 
0.75 
0.54 
0.10 
0.05 
0.05 
0.02 
0.13 
0.15 
0.13 
0.16 
0.11 
0.18 
0. 
0 
0 
0 
0 
0 



17 
11 
08 
06 
07 
25 
0.08 
0.09 
0.08 
0.07 
0.12 
0.11 
0.15 
0.30 
0.13 
0.16 



11 
15 
.16 
.10 
.08 
.05 
0.07 
0.25 
0.07 
0.09 
0.08 
0.07 
0.11 
0.11 
0.14 
0.30 
0.14 
0.15 
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10 



15 



20 



25 



assign (segid 3A4 and tosid 266 and name 
assign (segid 3A4 and rosid 266 and name 
assign (segid 3A4 and resid 267 and name 
assign {segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and Lesid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
(segid 3A4 and resid 267 and name 
(segid 3A4 and resid 267 and name 
(segid 3A4 and resid 267 and name 
(segid 3A4 and resid 267 and name 
(segid 3A4 and resid 267 and name 
a§Siy „ (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
assign (segid 3A4 and resid 267 and name 
(segid 3A4 and resid 267 and name 
(segid 3A4 and resid 267 and name 
(segid 3A4 and resid 267 and name 



assign 
assign 
assign 
assign 
assign 
assign 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 



O 
0 
C 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 267 and name C 



(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 267 and name CB 
(segid 3A4 and resid 267 and name O 
(segid 3A4 and resid 268 and name C 



1 3t2V;JXU - — - 

(segid 3A4 and resid 268 and name CA > 



assign (segid 3A4 and resid 267 and name CA ) 
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(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
t segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB } 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resxd 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resad 267 and name CB ) 
(segid 3A4 and resid 267 and name CB > 
(segid 3A4 and resid 267 and name CB > 
(segid 3A4 and resid 267 and name CB ) 
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(segid 3A4 and resid 268 and name CB 
(segid 3A4 and resid 268 and name N 
(segid 3A4 and resid 268 and name 0 
(segid 3A4 and resid 269 and name C 
(segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 269 and name N 
{segid 3A4 and resid 270 and name C 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 270 and name CDl) 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name N ) 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 273 and name CA 4 
(segid 3A4 and resid 273 and name CB 
(segid 3A4 and resid 274 and name CA 
(segid 3A4 and resid 274 and name CB 
(segid 3A4 and resid 275 and name CA 
(segid 3A4 and resid 275 and name CB 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 277 and name CA ) 



(segid 3A4 and resid 277 and name CB 
(segid 3A4 and resid 278 and name CA 
(segid 3A4 and resid 278 and name CB 
(segid 3A4 and resid 279 and name CA 
(segid 3A4 and resid 27 9 and name CB 
(segid 3A4 and resid 280 and name CA 
(segid 3A4 and resid 280 and name CB 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
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(segid 3A4 and resid 307 and name CA 
(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 308 and name CA 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB . 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and lesid 317 and name CA J 
(segid 3A4 and resid 318 and name CA } 
(segid 3a4 and resid 318 and name CB > 
(segid 3A4 and resid 319 and name CA > 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB > 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB } 
(segid 3A4 and rosid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA > 
(segid 3A4 and rosid 365 and name CB > 
(segid 3A4 and resid 383 and name CA ) 
(*,«sgid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and rosid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 



9.30 
5.46 
4.57 
5.47 
3.23 
6.28 
6.86 
6.82 
5.67 
6.73 
6.45 
5.83 
6.02 
6.27 
5.95 
6.78 
6.14 
6.07 
9.51 
9.62 
11.08 
11.19 
11.86 
12.71 
14.46 
15.51 
12.32 
11.54 
10.33 
9.67 
13.85 
14.87 
15.28 
15.39 
13.02 
11.57 
13.80 
13.59 
17.39 
16.35 
16.23 
13.46 
13.32 
15.33 
15.81 
16.60 
12.21 
11.35 
11.63 
12.15 
14.78 
16.08 
13.89 
13.87 
10.69 
9.49 
13.13 
13.91 
15.71 
16.38 
14.04 
13.16 
12.52 
15.21 
14.63 
13.73 
18.28 
18.82 
18.45 
17.16 
18.23 
14.01 
12.60 
15.81 
17.27 
15.05 
14.20 
18.57 
18.95 
15.80 
15.94 
15.43 
16.51 



0.25 
0.04 
0.08 
0.10 
0.06 
0.08 
0.12 
0.06 
0.07 
0.19 
0-21 
0.23 
0.23 
0.22 
0.16 
0.14 
0.13 
0.16 
0.13 
0.17 
0.18 
0.22 
0.53 
0.74 
0.34 
0.30 
0.28 
0-31 
0.30 
0.37 
0.35 
0.39 
0.30 
0.23 
0.54 
0.54 
0.78 
0.74 
0.73 
0.78 
0.79 
0.81 
0.80 
0.71 
0.76 
0.81 
0.81 
0.86 
0.59 
0.64 
0-51 
0.53 
0-61 
0.68 
0.54 
0.47 
0.39 
0.34 
0.48 
0.51 
0.59 
0.63 
0.66 
0.55 
0.35 
0.44 
0.33 
0.34 
0.77 
0.77 
0.84 
0.78 
0.76 
0.78 
0.78 
0.85 
0.91 
0.35 
0.54 
0.53 
0.51 
0.54 
0.59 



0.26 
0.04 
0.08 
0.11 
0.07 
0.07 
0.11 
0.06 
0.06 
0.20 
0.20 
0.23 
0.23 
0.21 
0.17 
0.13 
0.14 
0.15 
0.13 
0.18 
0.18 
0.22 
0.52 
0.74 
0.33 
0.31 
0.28 
0.30 
0.30 
0.36 
0.36 
0.38 
0.30 
0.23 
0.54 
0.54 
0.78 
0.74 
0.73 
0.78 
0.79 



80 
0.80 
0.71 
0.76 
0.80 
0.80 
0.86 
0.60 
0.63 
0.51 
0.54 
0.61 
0.69 
55 
48 
39 
33 
47 
0.51 
0.60 
0.63 
0.67 
0.54 
0.35 



43 
33 
35 
76 
77 
.85 
0.79 
0.76 
0.78 
0.78 
0.85 
0.92 
0.34 
0.53 
0.5? 
0.50 
0.55 
0.60 
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assign (segid 3A4 and resid 267 and name CB 
ass»ign (segid 3A4 and resid 267 and name CB 
assign C segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
5 assign (segid 3A4 and tesid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
10 assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign ( segid 3A4 and resid 267 and name CB 
15 assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
20 assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
25 assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
30 assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (sogid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
35 assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
40 assign (segid 3A4 and tesid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
assign (segid 3A4 and resid 267 and name CB 
45 assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resjtd 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
50 assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
55 assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
60 assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name H 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
65 assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
assign (segid 3A4 and resid 267 and name N 
70 assign (segid 3A4 and resid 267 and name 0 
assign (segid 3A4 and resid 267 and name O 
assign (segid 3A4 and tesid 267 and name O 
assign (segid 3A4 and resid 267 and name 0 
assign (segid 3A4 and resid 267 and name 0 
75 assign (segid 3A4 and resid 267 and name O 
assign (segid 3A4 and resid 267 and name O 
assign (segid 3A4 and resid 267 and name 0 
assign (segid 3A4 and resid 267 and name O 
assign (segid 3A4 and resid 267 and name O 
80 assign (segid 3A4 and resid 267 and name O 
assign (segid 3A4 and resid 267 and name O 
assign (segid 3A4 and resid 267 and name O 
assign (segid 3A4 and resid 267 and name O 



(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 100 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA > 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
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(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resxd 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB > 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
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( segid 3A4 and resid 423 and name CA 
I segid 3A4 and resid 424 and name CA 
(segid 3A4 and resid 425 and name CA 
(segid 3A4 and resid 426 and name CA 
(segid 3A4 and resid 427 and name CA 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 267 and name C ) 
(segid 3A4 and resid 267 and name CA ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 267 and name O J 
(segid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N ) 
(segid 3A4 and resid 268 and name O ) 
(segid 3A4 and resid 269 and name C ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and resid 269 and name N ) 
(segid 3A4 and resid 269 and name O ) 
(segid 3A4 and resid 270 and name C ) 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 270 and name CD1) 
(segid 3A4 and resid 270 and name CD2) 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 270 and name O ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name N ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 267 and name CB ) 
(segid 3A4 and resid 268 and name C ) 
(segid 3A4 and resid 268 and name CA ) 
(segid 3A4 and resid 268 and name CB ) 
(segid 3A4 and resid 268 and name N ) 
(segid 3A4 and resid 268 and name O ) 
(segid 3A4 and resid 269 and name C ) 
(segid 3A4 and resid 269 and name CA ) 
(segid 3A4 and ret»id 269 and name N ) 
(segid 3A4 and resid 269 and name O ) 
(segid 3A4 and resid 270 and name C ) 
(segid 3A4 and tesid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 270 and name CD1) 



16.27 
17.55 
13.78 
13.87 
10.89 
12.50 
13.94 
13.34 
14.31 
10.09 
9.37 
8.43 
8.32 
11.76 
12.11 
12.60 
9-03 
7.58 
9.69 
9.56 
13.28 
13.25 
13.06 
11.29 
11.25 
8.68 
9.29 
10.49 
9.59 
12.81 
13.52 
12.15 
13.02 
13.79 
15.25 
18.00 
14.95 
11.98 
10.10 
12.05 
10.94 
8.12 
9.49 
8.36 
2.47 
1.46 
2-46 
3.51 
4.69 
4.23 
4.97 
2.84 
5.75 
5.58 
5.32 
4.33 
6.79 
6.40 
5.64 
5. IB 
5.18 
6.59 
5.18 
4.80 
7.59 
7.11 
6.83 
6.02 
7.12 
3.32 
2.90 
2.75 
4.23 
2.24 
3.32 
4.07 
4.34 
3.40 
4.96 
3.78 
3.85 
3.89 
5.41 



0.53 
0.53 
0.70 
0.75 
0.54 
0.55 
0.54 
0.66 
0.71 
0.78 
0.83 
0.72 
0.68 
0.82 
0.68 
0.65 
0.64 
0.66 
0.51 
0.61 
0.48 
0.23 
0.35 
0-19 
0.86 
0.63 
0.64 
0.70 
1.30 
1.31 
0.97 
1.40 
0.68 
0.55 
0.94 
1.12 
0.44 
0.53 
0.30 
0.44 
0.57 
0.53 
0.23 
0.23 
0.02 
0.01 
0.02 
0.03 
0.02 
0.02 
0.04 
0.03 
0.05 
0.07 
0.09 
0.06 
0.07 
0.10 
0.10 
0.12 
0.22 
0.14 
0.13 
0.09 
0.11 
0.09 
0.10 
0.09 
0.45 
0.03 
0.08 
0.03 
0.03 
0.02 
0.13 
0.15 
0.12 
0.09 
0.12 
0.13 
0.19 
0.20 
0.23 



0.52 
0.54 
0.69 
0.75 
0.54 
0.56 
0.55 
0.66 
0.72 
0.77 
0.82 
0.73 
0-69 
0.82 
0.6B 
0.65 
0.64 
0.65 
0.52 
0.61 
0.47 
0.23 
0.34 
0.20 
0.86 
0.63 
0.65 
0.70 
1.31 
1.31 
0.98 
1.39 
0.68 
0.56 
0.94 
1.11 
0.44 
0.53 
0.30 
0.44 
0.57 
0.53 
0.23 
0.24 
0.01 
0.02 
0.03 
0.03 
0.03 
O.02 
0.04 
0.03 
0.05 
0-08 
0.08 
0.06 
0.07 
0.11 
0.10 
0.12 
0.22 
0.15 
0.14 
0.09 
0.11 
0.09 
0.10 
0.09 
0.46 
0.02 
0.08 
0.02 
0.03 
0.01 
0.13 
0.14 
0.11 
0.10 
0.13 
0.13 
0.19 
0.21 
0-23 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign 
assign 
assign 
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assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
[segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(aegid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(seqid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
[segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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assign (segid 3A4 and resid 268 and name CA ) 3A4 and resid 304 and name CA J 17.65 0..B 0.78 

"sign segid 3A4 and resxd 268 and name CA segid 3R4 and resid 304 and nam ^ ^ 0.79 0.19 

assign (segxd 3A4 and resxd 268 and name CA segxd 3A4 ana resia ^ a Q „ , 4 0 73 

assign isegxd 3R4 and resxd 268 and name « segid 3R4 end resid 305 and nam^ ^ > 
5 assxgn (segid 3A4 and resid 268 and name CR > <segia jm a 6M 0 89 0 90 

assign (segid 3A4 and resxd 268 and name CR sogxd 3R4 and resxd 301 and name ^ } 

assign tsegid 3A4 and resxd 268 and name CR ) segia *w « 12 82 „ g2 0>92 

assxgn (segid 3A4 and resxd 268 and name CR segxd 3R4 and resxd 308 ana 6 Q ^ 

assxgn (segid 3A4 and resxd 268 and name CR segxd 3A4 and resxd 308 ana ^ ^ ^ 0 

10 assign (segid 3R4 and resxd 268 and name CR ) segxd 3A4 ana res M D „ „ 78 

assign (segid 3A4 and resxd 268 and name CA segid 3R4 and resxd 309 ana am 0.68 0.68 

assxgn (segid 3A4 and resxd 268 and name CA segid 3A4 and resid 3iu ana 0.10 0.71 

assign segid 3A4 and resid 268 and name CA segid 3A4 and resxd 310 and name q ^ 0.80 

assign (segid 3A4 and resxd 268 and name CA segid 3A4 and resxd 311 and ^ I ^ o 

15 assxgn (segid 3A4 and resxd 268 and name CA ) segid 3R« ana res 0.65 0.65 

assign (4gxd 3A4 and resid 268 and name CA segid 3A4 and resxd 312 and ^ ^ ) g <(j 0 5 g q.58 
assxgn (segid 3A4 and resid 268 and name a segid 3R4 ana re name ^ ) ^ gQ g.46 0.46 

assign (segid 3A4 and resid 268 and name CA segxd 3R4 ana ^ ^ cb } ^ Q6 , 

assign (segid 3R4 and resid 268 and name CA ) segia w an 14 &< 0.57 0.57 

20 assign (segxd 3A4 and resid 268 and name CA segid 3A4 and resid 314 and ^ ^ ^ Q 6( . 

assign (segid 3A4 and resid 268 and name CA segid 3R4 ana n3Be a , 1X . M 0 .63 0.63 

assign (segid 3A4 and resid 268 and name CA ) segid 3R« ana cb 1q g3 Q 7Q „ 70 

assign (segid 3A4 and resid 268 and name CA segid 3A4 and resid 315 ana q q 4(j Q <8 

assign (segid 3A4 and resld 268 and name CA segid 3A4 and resid 316 ana 0.35 0.35 

25 assxgn (segxd 3A4 and resid 268 and name CA segid 3A4 and resid 317 a^ ^ ^ ^ 0.20 0.21 

assign (segid 3A4 and resxd 268 and name CA segxd 3A4 ana re name ^ ( l3><1 Q M „ 

assxgn (segid 3A4 and resid 268 and name CA segid 3A4 ana res fl Q ^ Q 16 

assign (segid 3A4 and resid 268 and name CA segxd 3A4 and resid 319 ana n q ^ 0.15 

assxgn (segid 3A4 and resxd 268 and name CA segid 3A4 and resid 319 and ^ ^ ^ 
30 assign (segid 3A4 and resid 268 and name CA (segid 3A4 ana res 0.55 0.55 

assxgn (segid 3A4 and resxd 268 and name CA segid 3M and resid 351 and ^ j ^ Q 

assxgn tsegid 3A4 and resxd 268 and name CA segid 3A4 and resia ^ ^ Q? Q fi< 

assxgn (segid 3A4 and resxd 268 and name CA segid 3R4 and resxa ^ ^ ^ ) 

assign (segid 3A4 and resxd 268 and name CA segia ™ a name ^ , „ M „ 70 q.69 

35 assign (segxd 3A4 and resxd 268 and name CA segid 3A4 ana re ^ ^ } ^ m „ „ 

assign (segxd 3A4 and resid 268 and name CA segid JR« ana res ^ ^ Q ^5 

assign (segid 3A4 and resid 268 and name CA segid 3A4 and res a name CA ) 13.97 0.93 0.94 

assign (segid 3A4 and resid 268 and name CA (segid 3R« ana res ^ J2 1>Q0 1>01 

assxln (segid 3A4 and lesid 268 and name « segid 3A4 and resxd 362 * ^ ^ ^ ^ 
40 assign (segid 3R4 and resid 268 and name Ok segid 3R4 and resx name CB ) 9.96 0.96 0.97 

assign (segid 3A4 and resxd 268 and name CA segid 3A4 and res ^ ^ Q3 

assign (segxd 3A4 and resxd 268 and name « segid 3A4 ana res name CB ) 15.33 0.99 1.00 

assxgn (segxd 3A4 and resid 268 and name CA segid 3A4 and resxa name ^ , 14 . 39 0.99 0.99 

assign (segid 3R4 and resid 268 and name CR segid 3A4 ana re name ^ } ^ M ^ ^ 00 

45 assign (segid 3A4 and resxd 268 and name CR segxd 3A4 and res ^ ^ 3, 

assxgn (segid 3A4 and resxd 268 and name CR ) ( sea "| ™ °" a ™ _ 397 d ) 18 .31 0.33 0.34 

assign Isegld 3A4 and resid 268 and name » segxd 3A4 and resxd 397 and name ^ > ^ ^ q ^ 
assign (segid 3A4 and resid 268 and name OV segxd 3R4 and res ^ ^ ^ Q „ 

assign (segid 3A4 and resxd 268 and name CA «» e 9" t„d Ssid 398 and name CB ) 18.75 0.45 0.44 
50 assign Ulid 3A4 and resxd 268 and name a segid 3A4 and resxd 398 and ^ ^ I ^ ^ o 

assxgn (segxd 3A4 and resxd 268 and name CA segid 3A4 and re nane CB ) 17.32 0.66 0.65 

assxgn (segxd 3A4 and resxd 268 and name CA segid 3A4 and re ^ name ^ , 14 . 0S 0 . 42 o.43 

assxgn (segxd 3A4 and resid 268 and name CA segxd 3A4 and r ^ naffl0 ^ , 15 . 67 0 .43 0.43 

assxgn tsegid 3A4 and resxd 268 and name CA segid 3A4 and re ^ ^ , 16 . 96 0 .41 0.42 

55 assign (segxd 3A4 and resid 268 and name CA (segid 3A4 ana re 0.53 0.53 

assign (segid 3A4 and resid 268 and name CA segid 3A4 and resid 403 ^ ^ a< 

assign (segxd 3A4 and resid 268 and name CA segid 3A4 ana name ^ 14>28 „ , 0 0- g 9 

assign (segid 3A4 and resid 268 and name » segid 3M and resia ^ cb 13 s1 01t 015 

assign (segid 3A4 and resxd 268 and name » segid 3A4 and res ^ ^ ^ IS 0.69 0.68 

60 assign (segid 3A4 and resxd 268 and name CA segid 3A4 and resi ^ n ^ g.69 0.69 

assign (segid 3A4 and resxd 268 and name CA segid 3A4 and resia ^ ^ ^ 0 M „ 

asslln (segxd 3A4 and resid 268 and name CA segid 3A4 and resid ^ ^ } ^ ^ „ 

assign (segid 3A4 and resxd 268 and name CA J < Be 9«| f** °"° " - 407 d naroe CB > is. 90 0.65 0.64 
"sign isegid 3A4 and resid 268 and name CA segid 3A4 and resid 407 and M ^ » ^ 2 „ 0.66 
65 assign (segxd 3A4 and resid 268 and name CA segid 3A4 and ^ cB ( ^ M „ 

assign (segid 3A4 and resxd 268 and name CA segid 3R4 ana ^ ^ ^ Q2 0.56 0.56 

assign (segid 3A4 and resld 268 and name CA segxd 3A4 and res ^ ^ ) u _ M „ 

assian (segid 3A4 and resxd 268 and name CA ) (segxa ja« ana lg 73 0-52 0 .51 

assxln segxd 3A4 and resid 268 and name CA ) segid 3A4 and resid 410 and name ^ 
70 Lsign (selld 3A4 and resid 268 and name CA segid 3R4 and resid 4W a name ^ ^ ^ q.38 0.37 
assign (segid 3A4 and resid 268 and name CA segid 3A4 and resx and ^ ^ „ 

assign (segid 3A4 and resid 268 and name CA segid 3A4 ana res ^ ^ 8? UQ8 ^ „ 

assiln (segid 3A4 and resid 268 and name CA "|Xd,3A4 and resid name ^ g go Q „ 

assign tsegid 3A4 and resxd 268 and name CA segxd 3R4 ana res ^ g Q7 q.93 0.93 

75 assiln tsegid 3A4 and resxd 268 and name CR segid 3A4 and resid cb g x <fi ^„ 

assign (segid 3A4 and resid 268 and name CA segid 3A4 and resid 4 ^ ^ § ^ ^ 

assign (segid 3A4 and resid 268 and name CA segid 3A4 and r ^ ^ 11. 64 0.80 0.80 

assign (segid 3A4 and resid 268 and name CR segxd 3R4 and res ^ ^ W>>1 ^ 3 

„„ assign Isegid 3A4 and resxd 268 and name CA segid 3A4 a <2< ^ ^ ^ } §>M x ^ 

80 assign (segid 3A4 and resxd 268 and name CA segid ^ an<J namo ^ , )Q 0< n „ q.94 

assign (segid 3A4 and resid 268 and namo CA segid w name ^ n Q7 0.32 0.33 

assign (segid 3A4 and resld 268 and name CA segid 3A4 and ^ ^ ^ ^ ^ uu 

assign (segid 3A4 and resid 268 and name CA ) (segid ja« ana tw « 



332 



10 



assign 
assign 
absign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
1 5 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



50 



60 



80 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(&eg id 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(se^id 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
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and resid 



266 and name CA ) 
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268 and name CB ) 
268 and name CB ) 
268 and name CB ) 
268 and name CB ) 
268 and name CB ) 
268 and name CB ) 
268 and name CB ) 
268 and name CB ) 
268 and name CB ) 



(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
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(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
Isegid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 



3A4 and resid 428 and name CA ) 
3A4 and resid 429 and name CA ) 
3A4 and resid 433 and name CA ) 
3A4 and resid 434 and name CA ) 
3A4 and resid 435 and name CA ) 
3A4 and resid 436 and name CA ) 
3A4 and res id 431 and name CA ) 
3A4 and resid 438 and name CA ) 
3A4 and resid 439 and name CA ) 
3A4 and resid 440 and name CA ) 
3A4 and resid 269 and name C ) 
3A4 and resid 269 end name CA ) 



3A4 and lesid 269 and name N ) 
3A4 and resid 269 and name O ) 
3A4 and resid 270 and name C ) 
3A4 and resid 270 and name CA) 
3A4 and resid 270 and name CB ) 
3A4 and resid 270 and name N ) 
3A4 and resid 271 and name C ) 
3A4 and resid 271 and name CA ) 
3A4 and resid 271 and name CB ) 
3A4 and resid 271 and name N ) 
3A4 and resid 272 and name CA ) 
3A4 and resid 272 and name CB ) 
3A4 and resid 272 and name N ) 
3A4 and resid 273 and name CA > 
3A4 and resid 273 and name CB ) 
3A4 and resid 274 and name CA J 
3A4 and resid 274 and name CB > 
3A4 and resid 21b and name CA ) 
3A4 and resid 275 and name CB ) 
3A4 and resid 276 and name CA ) 
3A4 and resid 276 and name CB ) 
3A4 and resid 277 and name CA ) 
3A4 and resid 277 and name CB ) 
3A4 and resid 278 and name CA ) 
3A4 and resid 278 and name CB ) 
3A4 and resid 279 and name CA > 
3A4 and resid 279 and name CB > 
3A4 and resid 280 and name CA ) 
3A4 and resid 280 and name CB ) 
3A4 and resid 281 and name CA ) 
3A4 and resid 281 and name CB ) 
3A4 and resid 304 and name CB ) 
3A4 and resid 305 and name CA ) 
3A4 and resid 305 and name CB ) 
3A4 and resid 306 and name CA ) 
3A4 and resid 307 and name CA ) 
3A4 and resid 307 and name CB > 
3A4 and resid 308 and name CA ) 
3A4 and resid 308 and name CB ) 
3A4 and resid 309 and name CA ) 
3A4 and resid 309 and name CB ) 
3A4 and resid 310 and name CA ) 
3A4 and resid 310 and name CB ) 
3A4 and resid 311 and name CA } 
3A4 and resid 311 and name CB ) 
3A4 and resid 312 and name CA ) 
3A4 and resid 312 and name CB ) 
3A4 and resid 313 and name CA ) 
3A4 and resid 313 and name CB ) 
3A4 and resid 314 and name CA ) 
3A4 and resid 314 and name CB ) 
3A4 and resid 315 and name CA ) 
3A4 and resid 315 and name CB ) 
3A4 and resid 316 and name CA ) 
3A4 and resid 317 and name CA ) 
3A4 and resid 318 and name CA ) 
3A4 and resid 318 and name CB ) 
3A4 and resid 319 and name CA ) 
3A4 and resid 319 and name CB ) 
3A4 and resid 348 and name CA ) 
3A4 and resid 351 and name CA ) 
3A4 and resid 352 and name CA ) 
3A4 and resid 352 and name CB ) 
3A4 and lesid 360 and name CA ) 
3A4 and resid 360 and name CB ) 
3A4 and resid 361 and name CA ) 
3A4 and resid 361 and name CB ) 
3A4 and tesid 362 and name CA ) 
3A4 and resid 362 and name CB > 
3A4 and resid 363 and name CA ) 
3A4 and resid 363 and name CB ) 



15.97 
17.50 
13.61 
10.89 
8.71 
11.10 
10.36 
7.59 
9.58 
9.18 
5.44 
4.45 
3.12 
6.29 
6.93 
6.90 
7.48 
5.68 
6.62 
6.45 
5.70 
5.98 
6.92 
6.25 
6.20 
9.62 
9.60 
11.86 
12.58 
14.49 
15.12 
12.80 
11.66 
12.17 
11.50 
15.78 
16.44 
17.09 
16.80 
15.73 
14.34 
17.19 
16.91 
18.36 
16.34 
16.67 
17.74 
17.15 
17.84 
13.49 
13.08 
13.26 
14.24 
15.37 
16.71 
13.39 
13.38 
10.16 
9.59 
12.59 
13.81 
14.16 
14.88 
11.44 
10.55 
9.88 
13.12 
12.91 
12.48 
16.64 
17.56 
16.95 
18.18 
18.03 
17.32 
17.22 
18.06 
14.56 
14.99 
13.90 
15.14 
11.61 
10.18 



1.09 
0.82 
0.60 
0.38 
0.27 
0.87 
0.56 
0.32 
0.36 
0.40 
0.05 
0.04 
0.03 
0.04 
0.08 
0.11 
0.14 
0.11 
0.11 
0.13 
0.17 
0.10 
0.19 
0.22 
0.16 
0.16 
0.18 
0.42 
0.55 
0.21 
0.17 
0.18 
0.18 
0.38 
0.49 
0.37 
0.38 
0.32 
0.32 
0.58 
0.63 
0.77 
0.74 
0.77 
0.83 
0.78 
0.85 
0.97 
1.01 
0.98 
1.00 
0.85 
0.88 
0.80 
0.81 
0.91 
0.98 
0.80 
0.75 
0.60 
0.58 
0.70 
0.79 
0-76 
0.83 
0.51 
0.39 
0.24 
0.31 
0.21 
0.15 
0.93 
0.67 
0.62 
0.70 
0.B3 
0.78 
0.94 
1.02 
1.01 
1.06 
1.06 
1.03 



1.09 
0.82 
0.60 
0.37 
0.27 
0.86 
0.56 
0.33 
0.36 
0.40 
0.05 
0.04 
0.04 
0.04 
0.08 
0.10 



0.14 
0.11 
0.11 
0.12 
0.17 
0.11 
0.20 
0.21 
0.16 
0.15 
0.19 
0.42 
0.54 
0.21 
0.18 
0.19 
0.18 
0.38 
0.49 
0.37 
0.37 
0.31 
0.31 
0.57 
0.64 
0.78 
0.74 
0.78 
0.84 
0.78 
0.85 
0.96 
1.01 
0.99 
0.99 
0.86 
0.88 
0.79 
0.82 
0.92 
0.97 
0.80 
0.74 
0.60 
0.59 
0.69 
0.79 
0.75 
0.82 
0.52 
0.40 
0.25 
0.32 
0.21 
0.14 
0.92 
0-67 
0.62 
0.70 
0.83 
0.78 
0.94 
1.01 
1.01 
1.07 
1.06 
1.03 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 

10 assign 
assign 
assign 
assign 
assign 

15 assign 
assign 
assign 
assign 
assign 

20 assign 
assign 
assign 
assign 
assign 

Zj assign 
assign 
assign 
assign 
assign 

30 assign 
assign 
assign 
assign 
assign 

35 assign 
assign 
assign 
assign 
assign 

40 assign 
assign 
assign 
assign 
assign 

45 assign 
assign 
assign 
assign 
assign 

50 assign 
assign 
assign 
assign 
assign 

55 assign 
assign 
assign 
assign 
assign 

60 assign 
assign 
assign 
assign 
assign 

65 assign 
assign 
assign 
assign 
assign 

70 assign 
assign 
assign 
assign 
assign 

75 assign 
assign 
assign 
assign 
assign 

80 assign 
assign 
assign 
assign 



(scgid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
< segid 3A4 
(segid 3A4 
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(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 266 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 266 and name CB 
and resid 268 and name CB 
and resid 266 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name CB 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name tt 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name H 
and resid 268 and name N 
and resid 266 and name M 
and tea id 268 and name N 
and resid 268 and name N 
and resid 268 and name N 
and resid 268 and name o 
and resid 268 and name 0 
and resid 268 and name O 
and resid 268 and name O 
and resid 268 and name O 
and resid 268 and name O 



(segid 3A4 and re sad 364 and name CA 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 398 and name CA 
(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and cesid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 403 and name CA 
(segid 3A4 and resid 404 and name CA 
(segid 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and res id 411 and name CB 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 415 and name CA 
(segid 3A4 and resid 415 and name CB 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 417 and name CA 
(segid 3A4 and resid 423 and name CA 
(segid 3A4 and resid 424 and name CA 
(segid 3A4 and resid 425 and name CA 
(segid 3A4 and resid 426 and name CA 
(segid 3A4 and resid 427 and name CA 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 429 and name CA 
(segid 3A4 and resid 430 and name CA 
(segid 3A4 and resid 431 and name CA 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and res id 435 and name CA 
(segid 3A4 and resid 436 and name CA 
(segid 3A4 and resid 437 and name CA 
(segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 439 and name CA 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 268 and name C 
(segid 3A4 and "resid 268 and name CA 
(segid 3A4 and resid 268 and name CB 
(segid 3A4 and resid 268 and name O 
(segid 3A4 and resid 269 and name C 
(segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 269 and name N 
(segid 3A4 and res id 269 and name O 
(segid 3A4 and resid 270 and name C 
(segid 3A4 and resid 270 and name CA 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 270 and name COl 
(segid 3A4 and resid 270 and name CD2 
(segid 3A4 and resid 270 and name CG 
(segid 3A4 and resid 270 and name N 
(segid 3A4 and resid 270 and name O 
(segid 3A4 and resid 271 and name C 
(segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CB 
(segid 3A4 and resid 271 and name N 
(segid 3A4 and resid 271 and name O 
(segid 3A4 and resid 272 and name CA 
(segid 3A4 and resid 272 and name CB 
(segid 3A4 and resid 272 and name N 
(segid 3A4 and resid 266 and name CB 
(segid 3A4 and resid 269 and name C 
(segid 3A4 and zesid 269 and name CA 
(segid 3A4 and resid 269 and name M 
(sogid 3A4 and resid 269 and name O 
(segid 3A4 and resid 270 and name C 



14.47 
15.73 
15.02 
14.62 
17.69 
16.29 
17.99 
18.06 
18.95 
17.64 
17.54 
14.45 
16.35 
17.62 
17.96 
15.02 
14.14 
13.12 
12.57 
16.45 
17.36 
17.92 
14.36 
12.94 
14.38 
13.96 
18.09 
18.26 
18.23 
15.80 
14.27 
11.19 
10.12 
11.00 
9.11 
12.04 
9.61 
7.87 
8.81 
9.64 
11.63 
14.49 
16.06 
18.36 
18.61 
12.30 
9.59 
7.40 
9.93 
9.53 
7.16 
9.62 
9.80 
2.45 
1.46 
2.45 
3.47 
4.72 
4.22 
2.83 
5.79 
5.62 
5.42 
5.59 
6.72 
7.53 
6.23 
4.38 
6.83 
6.36 
5.52 
4.90 
4.77 
7.54 
7.15 
6.90 
6.03 
3.32 
3.01 
2.77 
2.24 
3.46 
4.11 



1.04 
1.05 
1.04 
1.03 
0.44 
0.32 
0.32 
0.39 
0.48 
0.54 
0.63 
0.41 
0.43 
0.41 
0.50 
0.65 
0.69 
0.69 
0.71 
0.82 
0.68 
0.63 
0.67 
0.69 
0.56 
0.67 
0.52 
0.28 
0.40 
0.16 
1.09 
0.80 
1.09 
1.69 
0.97 
0.79 
0.99 
1.23 
0.89 
0.35 
1.17 
1.07 
0.82 



0.59 
0.71 
0.61 
0.38 
0.35 
0.96 
0.63 
0.28 
0.32 
0.33 
0.03 
0.01 
0.03 
0.03 
0.06 
0.05 
0.05 
0.05 
0.08 
0.10 
0.13 
0.20 
O.10 
0.13 
0.10 
0.09 
0.05 
0.05 
0.04 
0.06 
0.06 
0.14 
0.17 
0.11 
0.06 
0.07 
0.02 
0.01 
0.08 
0.17 



1.03 
1.04 
1.03 
1.02 
0.45 
0.31 
0.32 
0.39 
0.47 
0.53 
0.62 
0.40 
0.43 
0.42 
0.51 
0.66 
0.69 
0.69 
0.71 
0.82 
0.68 
0.64 
0.67 
0.69 
0.56 
0.68 
0.52 
0.29 
0.40 
0.15 
1.10 
0.79 
1.09 
1.69 
0.97 
0.80 
1.00 
1.24 
0.90 
0.36 
1.18 
1.08 
0.81 
O.SB 
0.71 
0.61 
0.38 
0.34 
0.96 
0.62 
0.29 
0.31 
0.34 
0 
0 
0 
0 
0 
0 
0 



02 
02 
03 
04 
05 
05 
,04 
0.05 
0.09 
0.10 
0.13 
0.21 
0.10 
0.12 
0.11 
0.08 
0.06 
0.06 
0.05 
0.07 
0.06 
0.13 
0.18 
0.12 
0.07 
0.07 
0.01 
0.01 
0.08 
0.16 
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assign (segid 3A4 and tesid 268 and name O 
assign {segid 3A4 and resid 268 and name O 
assign Ugid 3A4 and resid 268 and name O 
assign selid 3A4 and resid 268 and name O 
5 assign {segid 3A4 and resid 268 and name O 
assign segid 3A4 and resid 268 and name 0 
assign segid 3A4 and resid 268 and name O 
assign segid 3A4 and resid 268 and name O 
assign (segid 3A4 and resid 268 and name O 
10 assign (segid 3A4 and resid 268 and name O 
assign (se^id 3A4 and resid 268 and name O 
assign (segid 3A4 and resid 268 and name O 
assign (segid 3A4 and resid 268 and name O 
assign (segid 3A4 and resid 268 and name O 
15 assign (segid 3A4 and resid 268 and name O 
assign (segid 3A4 and resid 268 and name O 
assign (segid 3A4 and re«>id 268 and name O 
assign (segid 3A4 and resid 268 and name O 
assign (segid 3A4 and resid 268 and name O 
20 assign (segid 3A4 and resid 268 and name O 
assign (segid 3A4 and resid 268 and name O 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
25 assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
30 assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
35 assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
40 assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
(segid 3A4 and resid 269 and name C 
(segid 3A4 and resid 269 and name C 
(segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign (segid 3A4 and resid 269 and name C 
assign segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



45 



50 



55 



assign 
assign 
assign 
assign 



60 



65 



70 



) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
) 
) 
) 
> 

assxgn Isegtd" 3M and" resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
aslign segid 3A4 and resid 269 and name CA 
assign segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assian (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 



(segid 3A4 and resid 2*70 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A4 and resid 270 and name CDl) 
(segid 3A4 and resid 270 and name CD2) 
(segid 3A4 and resid 210 and name CG ) 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 270 and name O ) 
(segid 3A4 and resid 271 and name C ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name N > 
(segid 3A4 and resid 271 and name O ) 
(segid 3A4 and resid 272 and name C ) 
(segid 3A4 and resid 272 and name CA 
(segid 3A4 and resid 212 and name CB ) 
(segid 3A4 and resid 272 and name H ) 
~ and resid 272 and name O ) 

and resid 273 and name C ) 
and resid 273 and name CA ) 
, wu Ati and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N ) 
(segid 3A4 and resid 269 and name O > 
(segid 3A4 and resid 270 and name C > 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
(segid 3A1 and resid 270 and name CDl) 
(segid 3A4 and resid 270 and name CD2) 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 270 and name O ) 
(segid 3A4 and resid 271 and name C ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
i segid 3A4 and resid 271 and name N ) 
(segid 3A4 and resid 271 and name O ) 
(segid 3A4 and resid 272 and name C ) 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB > 
(segid 3A4 and resid 272 and name N ) 
(segid 3A4 and resid 272 and name O ) 
(segid 3A4 and resid 273 and name C ) 
(segid 3A4 and resid 273 and name CA > 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N ) 
(segid 3A4 and resid 273 and name O > 
(segid 3A4 and resid 274 and name N > 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 27 6 and name CA ) 
(segid 3A4 and resid 276 and name CB) 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name N ) 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and resid 269 and name C > 
(segid 3A4 and resid 269 and name O 
(segid 3A4 and resid 270 and name C 
(segid 3A4 and resid 270 and name CA 
(segid 3A4 and resid 270 and name CB ) 
segid 3A4 and resid 270 and name CDl 
segid 3A4 and resid 270 and name CD2 
(segid 3A4 and resid 270 and name CG 
(segid 3A4 and resid 270 and name N ) 
(segid 3A4 and resid 270 and name O ) 
segid 3A4 and resid 271 and name C 
segid 3A4 and resid 271 and name CA 
segid 3A4 and resid 271 and name CB 
segid 3A4 and resid 271 and name N 
(segid 3A4 and resid 271 and name O ) 
segid 3A4 and resid 272 and name C ) 
(segid 3A4 and resid 272 and name CA 
segid 3A4 and resid 272 and name CB ) 
I segid 3A4 and resid 272 and name N ) 
and resid 272 and name O ) 



43 
47 
54 

.28 



75 



80 



assign (segia — - - 

assian (segid 3A4 and resid 269 and name CA ) 

assign Isegid 3A4 and resid 269 and name CA segid 3A ~~ - ? - — ^ Q 

assign (segid 3A4 and resid 269 and name CA segid 3A m ^ name ^ ) 

assign (segid 3A4 and resid 269 and name CA segid w ^ ^ name CQ } 

assign (segid 3A4 and resid 269 and name CA *egid 3A4 a ^ ^ ^ ) 

assign (segid 3A4 and resid 269 and name CA segid 3A4 ^ ^ ^ Q ) 

assign (segid 3A4 and resid 269 and name CA segid 3A4 a „ 4 and name CA , 

assign (segid 3A4 and resid 269 and name CA ) t%eg"* -"^ . . ^ A — M en \ 

assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 



(segid 3A4 and resid 27 4 and name CB ) 
(segid 3A4 and resid 275 and name CA ) 
segid 3A4 and resid 275 and name CB ) 



6.46 
3-51 
5.04 
3.74 
3.69 
3.56 
3.24 
4.88 
4.91 
3.79 
3.46 
2.95 
5.96 
7.09 
6.38 
6.58 
5.06 
1.23 
3.03 
2.41 
3.68 
5.62 
4.70 
4.24 
1.32 
3.91 
4.53 
4.45 
5.18 
3.23 
5.65 
4.71 
4.46 
4.39 
3.73 
5.80 
5.50 
4.96 
4.64 
4.13 
5.48 
6.47 
7.50 
7.42 
6.25 
6.72 
7.12 
6.99 
6.56 
5.92 
1.52 
2.37 
4.40 
3.81 
4.88 
6.52 
5.85 
5-27 
2.45 
5.35 
5.43 
5.39 
5.79 
4.30 
6.57 
5.49 
5,01 
4.48 
4.46 
6.48 
6.83 
6.08 
5.62 
5.18 
6.87 
8.80 
9.84 
10.69 
11.20 



0.16 
0.20 
0.19 
0.13 
0.17 
0.14 
0.17 
0.13 
0.14 
0.15 
0.19 
0.13 
0.13 
0.16 
0.16 
0.16 
0.13 
0.24 
0.17 
0.19 
0.18 
0.01 
0.03 
0.01 
0.02 
0.09 
0.09 
0.06 
0.01 
0.07 
0.07 
0.05 
0.08 
0.04 
0.11 
0.07 
0.13 
0.24 
0.09 
0.07 
0.21 
0.12 
0.18 
0.13 
0.23 
0.27 
0.20 
0.17 
0.18 
0.19 
0.40 
0.24 
0.83 
0.93 
0.02 
0.03 
0.03 
0.02 
0.02 
0.15 
0.10 
0.08 
0.01 
0.07 
0.09 
0.06 
0.11 
0.05 
0.11 
0.11 
0.18 
0.30 
0.12 
0.13 
0.20 
0.14 
0.19 
0.15 
0.23 
0.34 
0.40 
0.15 
0.15 



0.16 
0.20 
0.19 
0.13 
0.16 
0.13 
0.17 
0.12 
0.15 
0.15 
0.19 
0.13 
0.14 
0-16 
0.17 
0.15 
0.12 
0.23 
0.18 
0.19 
0.18 
0.01 
0.02 
0.02 
0.03 
0.09 
0.09 
0.07 
0.01 
0.08 
0.08 
0.06 
0.08 
0.05 
0.11 
0.06 
0.13 
0.24 
0.09 
0.06 
0.21 
0.12 
0.17 
0.12 
0.23 
0.27 
0.20 
0.17 
0.18 
0.18 
0.40 
0.23 
0.84 
0.94 
0.02 
0.04 
0.03 
0.02 
0.02 
0.15 
0.10 
0.07 
0.02 
0.08 
0.08 
0.06 
0.10 
0.05 
0.12 
0.11 
0.18 
0.31 
0.11 
0.12 
0.19 
0.13 
0.20 
0.15 
0.23 
0.34 
0.40 
0.16 
0.15 



335 



10 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 



(aegid 3A4 and res id 276 and name CA ) 
(aegid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB > 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 



8.70 
7.42 
7.71 
8.90 
8.60 
12.48 
13.08 
13.30 
12.80 
12.38 
11.11 



assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and tesid 269 and name CA 
assign (-segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 

3 segid 3A4 and resid 269 and name CA ) (segia ^ «» — ™ — ~ ) 14 .41 

(segid 3A4 and resid 269 and name CA segid 3A4 and resid «i ^ ^ 

(segid 3A4 and resid 269 and name CA segid 3A4 and resid *u ^ ^ ^ 

(segid 3A4 and resid 269 and name CA ) segid 3A4 ana resia z 
assign (segid 3A4 and resid 269 and name CA segid 3A4 and resid 303 and ^ ^ j 15 . 0 7 
assign (segid 3A4 and resid 269 and name CA > segid 3A4 and re ^ ^ ) 

assign (segid 3A4 and resid 269 and name CA segid 3A4 and res na me CA ) 13.42 

assign (segid 3A4 and resid 269 and name CA segid 3A4 and r ^ ^ ) 

EE l ( S s e e 9 gid ^ Tnd S2S IS S name S 1 K£5 SS and resid 306 and name CA , 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 



30 assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
35 assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA j 
40 assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA > 
assign (segid 3A4 and resid 269 and name CA » 
assign (segid 3A4 and resid 269 and name CA 
45 assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
50 assign (segid 3A4 and resid 269 and name CA > 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA > 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA } 
55 assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA > 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA > 
assign (segid 3A4 and resid 269 and name CA ) 
60 assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
65 assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
70 assign (segid 3A4 and resid 269 and name CA > 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA > 
assign (segid 3A4 and resid 269 and name CA l 
assign (segid 3A4 and resid 269 and name CA ) 
75 assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
80 assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA ) 
assign- (segid 3A4 and resid 269 and name ca ) 
assign (segid 3A4 and resid 269 and name ca ) 



(segia o/vi anu j.co*« — - _ ■ 

(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



14.03 
14.99 
13.79 
14.24 
10.14 
9.75 
10.96 
12.19 
12.83 
13.99 
10.33 
9.92 
7.95 
7.59 
11.27 
12.50 
12.24 
12.55 
9.58 
8.31 
9.53 
13.03 
13.96 
13.64 
17.66 



(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and lesid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA 1 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA > 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB 18.45 
(segid 3A4 and resid 348 and name CA 16.60 
(segid 3A4 and resid 351 and name CA 16.49 
and resid 352 and name CA ) 
and resid 352 and name CB ) 
and resid 357 and name CA ) 
and resid 357 and name CB ) 
^« yiU .™ and resid 358 and name CA ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
and resid 361 and name CA ) 
and resid 361 and name CB ) 
and resid 362 and name CA ) 
and resid 362 and name CB ) 
i3« yJ ^ ^v. and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name CG ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(seqid 3A4 and resid 401 and name CA ) 
and resid 402 and name CA ) 
and resid 402 and name CB ) 
and resid 403 and name CA ) 
lseyiU ^, and resid 403 and name CB > 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB J 
(segid 3A4 and resid 405 and name CA ) 



0.15 
0.16 
0.15 
0.30 
0.40 
0.24 
0.25 
0.27 
0.35 
0.46 
0.52 
0.55 
0.50 
0.46 
0.66 
0.71 
0.67 
0.66 
0.56 
0.71 
0.89 
0.96 
0.87 
0.86 
0.66 
0.68 
0.64 
0.68 
0.75 
0.B6 
0.47 
0.41 
0.35 
0.36 
0.44 



0.16 
0.17 
0.14 
0.29 
0.41 
0.24 
0.26 
0.28 
0.35 
0.45 
0.51 
0.55 
0.51 
0.47 
0.67 
0.71 
0.67 
0.67 
0.56 
0.71 
0.89 
0.96 
0.86 
0.86 
0.67 
0.68 
0.63 
0.69 
0.74 
0.85 
0.48 
0.40 
0.35 
0.37 
0.44 
0.57 
0.45 
0.S3 
0.41 
0.26 
0.32 
0.35 
0.32 
0.34 
0.66 
0.44 
0.40 
0.49 
0.53 
0.49 
0.74 
0.76 
0.83 
0.61 
0.56 
0.68 
0.77 
0.82 
0.93 
0.95 
0.96 
1.07 
1.03 
1.02 
1.02 
1.01 
0.62 
0.41 
0.32 
0.31 
0.33 
0.40 
0.28 
0.53 
0.63 
0.44 
0.31 
0.28 
0.41 
0.44 
0.65 

o.n 

0.54 



16.24 
15.79 
18.17 
16.90 
18.66 
16.04 
15.74 
14.49 
15.58 
12.17 
12.85 
10.58 
11.63 
7.80 
6.31 
5.75 
10.26 
11.55 
10.90 
10.50 
18.05 
16.95 
18.23 
17.97 
17.12 
17.74 
19.01 
17.57 
17.80 
13.96 
14.99 
16.07 
17.18 
18.40 
14.88 
14.31 
12.12 



0.56 
0.45 
0.53 
0.41 
0.25 
0.31 
0.35 
0.31 
0.34 
0.66 
0.44 
0.40 
0.49 
0.53 
0.50 
0.74 
0.76 
0.82 
0.61 
0.56 
0.69 
0.77 
0.83 
0.94 
0.95 
0.95 
1.06 
1.03 
1.03 
1.02 
1.00 
0.61 
0.42 
0.33 
0.32 
0.33 
0.39 
0.29 
0.53 
0.62 
0.44 
0.31 
0.28 
0.41 
0.44 
0.66 
0.76 
0.54 



336 



10 



15 



assign (segid 3A4 and resid 269 and name CA ) 
assign segid 3A1 and resid 269 and name CA 
assign (segid 3A1 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign {segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA ) 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
assign (segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 269 and name CA ) 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and re3id 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA J 
(segid 3A4 and resid 411 and name CB J 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 



30 



(segid 3A4 and resid 269 and name ^ ««g- — -™ d name ^ , 

(segid 3A4 and resid 269 and name CA segid 3A4 and resid 41 

(segid 3A4 and resid 269 and name CA segid 3A4 and resid ^ ^ ^ ^ ) 

(segid 3A4 and resid 269 and name CA i segia am a 

(segid 3A4 and resid 269 and name CA segid 3A4 and resid ^ 

(segid 3A4 and resid 269 and name CA segid 3A4 and resid • ^ ^ ^ ) 

(segid 3A4 and resid 269 and name CA segia a 

(segid 3A4 and resid 269 and name CA segid 3A4 and resid 

assign (segid 3A4 and resrd 269 and name CA segid 3M and resid ^ ^ j 

assign (segid 3A4 and resid 269 and name CA segid 3Aa a ^ ^ } 

assign (segid 3A4 and resid 269 and name CA segid 3A4 and ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 269 and name CA segia ^ ^ ^ ^ } 

assign (segid 3A4 and resid 269 and name CA ) jsegia ^ najne ^ 

assign (segid 3A4 and resid 269 and name CA segid 3A4 and resid «u 

assign (segid 3A4 and resid 269 and name CA segid 3A4 and resid 439 ^ ^ ) 

assign (segid 3A4 and resid 269 and name CA segid 3M an ^ ^ Q ) 

assian (segid 3A4 and resid 269 and name N ) isegio « »« ^ a — , ^ ama r 
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40 



45 



50 



55 



60 



65 



70 



75 



80 



assign laegiu «wt —-- 

assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 end name M 
assign (segid 3A4 and resid 269 and name H 
assign (segid 3A4 and resid 269 and name H 
assign segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign (segid 3A4 and resid 269 and name N 
assign segid 3A4 and resid 269 and name 0 
assign (segid 3A4 and resid 269 and name O 
assign segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
assign seg\d 3A4 and resid 269 and name O 
assign segid 3A4 and resid 269 and name O 
assign segid 3A4 and resid 269 and name O 
assign segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name 0 
assign (segid 3A4 and resid 269 and name O 
assign Isegid 3A4 and resid 269 and name o 
assign (segid 3A4 and resid 269 and name O 
assign (seg\d 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
segid 3A4 and resid 269 and name O 
(segid 3A4 and resid 269 and name O 
(segid 3A4 and resid 269 and name O 
(segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
assign se^id 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 
assign (segid 3A4 and resid 269 and name O 



(segid 3A4 and resid 269 and name CA 
(segid 3A4 and resid 269 and name O 
(segid 3A4 and resid 270 and name C 
(segid 3A4 and resid 270 and name CA 
(segid 3A4 and resid 270 and name CB 



) (segid 3A4 and tesid 270 and name CDl) 



(segid 3A4 and resid 270 and name CD2 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 270 and name M 
(segid 3A4 and resid 270 and name O ) 
(segid 3A4 and resid 271 and name C ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name N ) 
(segid 3A4 and resid 271 and name O > 
(segid 3A4 and resid 272 and name C ) 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 272 and name N ) 
(segid 3A4 and resid 272 and name O ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N ) 
(segid 3A4 and resid 270 and name C > 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
segid 3A4 and resid 270 and name CDl) 
tsegid 3A4 and resid 270 and name CD2) 
(segid 3A4 and resid 270 and name CG ) 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 270 and name N 
(segid 3A4 and resid 270 and name O 
(segid 3A4 and resid 271 and name C 
segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CB 
(segid 3A4 and resid 271 and name N 
(segid 3A4 and resid 271 and name 0 
(segid 3A4 and resid 272 and name C 



ISegid Jt\H ana _ ■ 

segid 3A4 and resid 272 and name CA ) 



segid 3A4 and resid 272 and name CB 
(segid 3A4 and resid 272 and name N 
(segxd 3A4 and resid 272 and name O 
(segid 3A4 and resid 273 and name C 
(segid 3A4 and resad 273 and name CA 
(segid 3A4 and resid 273 and name CB 
(segid 3A4 and resid 273 and name M 
(segid 3A4 and tesid 273 and name o 
(segid 3A4 and tesid 274 and name C , 
(segid 3A4 and tesid 274 and name CA ) 
(segid 3A4 and resid 274 and name H ) 
(segid 3A4 and resid 275 and name H ) 



11.24 
14.95 
16.67 
17.52 
14.12 
12.87 
13.17 
12.36 
16.81 
17.83 
18.08 
15.52 
13.81 
11.42 
11.03 
11.87 
11.04 
14.31 
12.56 
11.04 
12.21 
12.99 
14.93 
17.64 
14.61 
12.60 
11.19 
14.07 
13.88 
11.33 
13.25 
12.41 
2.46 
1.45 
3.48 
4.70 
4.25 
5.06 
6.61 
6.46 
5.57 
2.86 
5.80 
5.54 
5.25 
5.27 
4.24 
6.75 
6.27 
5.50 
4.99 
4.72 
7.32 
7.15 
6.90 
6.09 
3.00 
2.72 
4.18 
6.27 
4.97 
4.82 
2.23 
3.54 
4.14 
4.41 
5.38 
3.41 
5.10 
3.65 
3.70 
3.7S 
3.24 
4.70 
4.46 
3.78 
3.48 
3.00 
4.57 
7.23 
6.52 
5.47 
7.44 



0.55 
0.68 
0.53 
0.50 
0.45 
0.49 
0.36 
0.47 
0.39 
0.25 
0.33 
0.40 
1.22 
0.99 
0.83 
1.35 
0.90 
0.46 
1.33 
1.57 
1.39 
0.62 
1.22 
1.05 
0.97 
0.51 
0.52 
1.08 
0.62 
0.33 
0.42 
0.51 
0.04 
0.02 
0.04 
0.05 
0.06 
0.08 
0.18 
0.05 
0.10 
0.07 
0.06 
0.08 
0.07 
0.12 
0.06 
0.09 
0.10 
0.16 
0.25 
0.11 
0.11 
0.13 
0.19 
0.14 
0.05 
0.02 
0.03 
0.07 
0.10 
0.08 
0.02 
0.13 
0.07 
0.04 
0.07 
0.02 
0.09 
0.06 
0.10 
0.19 
0.08 
0.07 
0.20 
0.12 
0.16 
0.12 
0.24 
0.23 
0.32 
0.23 
0.23 



0.56 
0.68 
0.54 
0.49 
0.44 
0.50 
0.37 
0.47 
0.38 
0.25 
0.32 
0.41 
1.22 
0.99 
0.83 
1.35 
0.90 
0.46 
1.34 
1.57 
1.40 
0.63 
1.22 
1.06 
0.97 
0.51 
0.52 
1.08 
0.62 
0.32 
0.42 
0.52 
0.04 
0.02 
0.04 
0.04 
0.07 
0.09 
0.17 
0-05 
0.09 
0.07 
0.06 
0.07 
0.06 
0.11 
0.05 
0.08 
0.10 
0.15 
0.24 
0.11 
0.11 
0.13 
0.19 
0.15 
0.05 
O.02 
0.04 
0.07 
0.10 
0.08 
0.02 
0.12 
0.06 
0.05 
0.06 
0.03 
0.09 
0.07 
0.10 
0.19 
0.09 
0.07 
0.21 
0.12 
0.16 
0.12 
0.24 
0.23 
0.32 
0.24 
0.22 
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assign (segid 3A4 and resid 269 and name 0 ) 
assign (segid 3A4 and res id 269 and name O ) 
assign (segid 3A4 and resid 269 and name 0 ) 
assign (segid 3A4 and resid 269 and name 0 ) 
assign (segid 3A4 and resid 269 and name 0 ) 
assign (segid 3A4 and resid 269 and name O ) 
assign (segid 3A4 and resid 269 and name 0 ) 
assign (segid 3A4 and resid 269 and name O ) 
assign (segid 3A4 and resid 269 and name 0 ) 
assign (segid 3A4 and resid 269 and name O ) 
assign (segid 3A4 and resid 26 and name C ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign {segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA } 
assign (segid 3A4 and resid 26 and name CA ) 
assign (segid 3A4 and resid 26 and name CA 1 
assign (segid 3A4 and resid 26 and name CA } 
assign (segid 3A4, and resid 26 and name CA j 
assign (segid 3A4* and resid 26 and name CA ] 
assign (segid 3A4 and resid 26 and name CA j 
assign (segid 3A4 and resid 26 and name CA ] 
assign (segid 3A4 and resid 26 and name CA ] 
assign (segid 3A4 and resid 26 and name CA j 
assign (segid 3A4 and resid 26 and name CA | 
assign (segid 3A4 and resid 26 and name CA ] 
assign (segid 3A4 and resid 26 and name CA : 
assign (segid 3A4 and resid 26 and name N 
assign (segid 3A4 and resid 26 and name N 
assign (segid 3A4 and resid 26 and name N 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign Isegid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3a 4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name c 
assign (segid 3A4 and resid 270 and name c 
assign I segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name C 
assign (segid 3a4 and resid 270 and name C 
assign (segid 3A4 and resid 270 and name CA 
assign (segid 3A4 and resid 270 and name CA 
assign (segid 3A4 and resid 270 and name CA 
assign (segid 3a4 and resid 270 and name CA 
assign (segid 3A4 and resid 270 and name CA 
assign (segid 3A4 and resid 270 and name CA 
assign (segid 3A4 and resid 270 and name CA 



(segid 3A4 and tesid 276 and name C ) 7.07 0.20 0.21 
(segid 3A4 and resid 276 and name CA ) 6.62 0.17 0.17 
(segid 3A4 and resid 276 and name CB ) 5.68 0.18 0.18 
(segid 3A4 and resid 276 and name CG2) 6.01 0.22 0.22 
(segid 3A4 and resid 276 and name N ) 6.89 0.14 0.15 
(segid 3A4 and resid 277 and name CA ) 7.21 0.30 0.31 
(segid 3A4 and resid 277 and name CB ) 6.87 0.40 0.40 
(segid 3A4 and resid 277 and name N ) 6.56 0.24 0.25 
(segid 3A4 and resid 363 and name CB ) 6.24 0.80 0.80 
(segid 3A4 and resid 363 and name CG } 5.79 0.88 0.88 
(segid 3A4 and resid 26 and name 0 ) 1.24 0.00 0.00 
(segid 3A4 and resid 26 and name C ) 2.53 0.01 0.00 
(segid 3A4 and resid 26 and name O ) 2.40 0.02 0.01 
(segid 3A4 and resid 29 and name CA ) 8.25 1.01 1.02 
(segid 3A4 and resid 30 and name CA ) 10.21 1.19 1.20 
(segid 3A4 and resid 31 and name CA ) 13.39 1.16 1.15 
(segid 3A4 and resid 31 and name CB ) 14.60 1.13 1.13 
(segid 3A4 and resid 322 and name CA ) 15.57 1.66 1.66 
(segid 3A4 and resid 323 and name CA ) 17.18 1.55 1.56 
(segid 3A4 and resid 324 and name CA > 16.89 1-35 1.34 
(segid 3A4 and resid 324 and name CB ) 16.68 1.39 1.39 
(segid 3A4 and resid 32 and name CA ) 14.60 1.30 1.29 
(segid 3A4 and resid 32 and name CB > 14.06 1.31 1.31 
(segid 3A4 and resid 340 and name CA ) 16.87 1.16 1.18 
(segid 3A4 and resid 341 and name CA J 14.60 1.20 1.20 
(segid 3A4 and resid 341 and name CB ) 15.08 1.18 1.19 
(segid 3A4 and resid 342 and name CA ) 13.01 1.32 1.32 
(segid 3A4 and resid 343 and name CA } 14.58 1.44 1.43 
(segid 3A4 and resid 343 and name CB > 16.07 1.44 1.44 
(segid 3A4 and resid 344 and name CA ) 14.31 1.65 1.65 
(segid 3A4 and resid 344 and name CB ) 13.13 1.66 1.66 
(segid 3A4 and resid 54 and name CA ) 10.97 3.48 3.47 
(segid 3A4 and resid 54 and name CB ) 11.26 3.80 3.79 
(segid 3A4 and resid 55 and name CA ) 11.97 3.02 3.02 
(segid 3A4 and resid 55 and name CB ) 11.70 3.09 3.08 
(segid 3A4 and resid 57 and name CA ) 15.38 3.16 3.16 
(segid 3A4 and resid 26 and name C ) 2.46 0.04 0.04 
(segid 3A4 and resid 26 and name CA ) 1.46 0.01 0.00 
(segid 3A4 and resid 26 and name O ) 3.23 0.28 0.29 
(segid 3A4 and resid 270 and name CB ) 2.49 0.05 0.04 
(segid 3A4 and resid 270 and name CD1) 4.96 0.08 0.08 
(segid 3A4 and resid 270 and name CD2) 4.31 0.04 0.04 
(segid 3A4 and resid 270 and name CG > 3.85 0.03 0.04 
(segid 3A4 and resid 270 and name O ) 1.23 0.01 0.01 
(segid 3A4 and resid 271 and name C ) 3.02 0.03 0.04 
(segid 3A4 and resid 271 and name CA ) 2.43 0.01 0.01 
(segid 3A4 and resid 271 and name CB ) 3.69 0.04 0.03 
(segid 3A4 and resid 271 and name N ) 1.33 0.01 0.01 
(segid 3A4 and resid 271 and name O ) 3.94 0.09 0.08 
(segid 3A4 and resid 272 and name C ) 4.55 0.06 0.06 
[segid 3A4 and resid 272 and name CA ) 4.40 0.05 0.05 
(segid 3A4 and resid 272 and name CB > 5.25 0.07 0.07 
(segid 3A4 and resid 272 and name N ) 3.20 0.06 0.06 
(segid 3A4 and resid 272 and name O ) 5.73 0.05 0.06 
(segid 3A4 and resid 273 and name C ) 4.37 0.19 0.19 
(segid 3A4 and resxd 273 and name CA ) 4.57 0.09 0.09 
(segid 3A4 and resid 273 and name CB ) 5.03 0.16 0.16 
(segid 3A4 and resid 273 and name N ) 3.75 0.08 0.07 
(segid 3A4 and resid 273 and name O ) 4.38 0.19 0.19 
(segid 3A4 and resid 274 and name C ) 6.24 0.35 0.35 
(segid 3A4 and resid 274 and name CA} 5.34 0.46 0.47 
(segid 3A4 and resid 274 and name CB ) 6.34 0.61 0.61 
(segid 3A4 and resid 274 and name N ) 4.86 0.33 0.33 
(segid 3A4 and resid 274 and name O ) 6.58 0.33 0.33 
(segid 3A4 and resid 275 and name N ) 6.96 0.32 0.33 
(segid 3A4 and resid 276 and name C ) 6.46 0.28 0.28 
(segid 3A4 and resid 276 and name CA ) 6.79 0.22 0.23 
(segid 3A4 and resid 276 and name CB ) 6.17 0.20 0.21 
(segid 3A4 and resid 276 and name CG2) 7.07 0.22 0.23 
(segid 3A4 and resid 276 and name N ) 6.80 0.23 0.22 
(segid 3A4 and resid 276 and name O ) 7.33 0.31 0.30 
(segid 3A4 and resid 277 and name C > 7.02 0.42 0.43 
(segid 3A4 and resid 277 and name CA ) 5.60 0.42 0.41 
(segid 3A4 and resid 277 and name CB > 4.78 0.51 0.50 
(segid 3A4 and resid 277 and name N ) 5.50 0.33 0.33 
(segid 3A4 and resid 414 and name O ) 7.08 0.78 0.79 
• (segid 3A4 and resid 270 and name C ) 1.52 0.01 0.01 
< (segid 3A4 and resid 270 and name CB ) 1.51 0.01 0.01 
i (segid 3A4 and tesid 270 and name CD1J 3-85 0.01 0.02 
i (segid 3A4 and resid 270 and name C02) 3. OS 0.02 0.02 
i (segid 3A4 and resid 270 and name CG ) 2.55 0.03 0.02 
i (segid 3A4 and resid 270 and name O J 2.37 0.03 0.03 
i (segid 3A4 and resid 271 and name C ) 4.40 0.03 0.02 
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assign (segad 3a 4 and res id 210 and name CA ) (segid 3A4 and res Id 271 and name CA ) 3.82 0.02 0.02 
assign (segid 3A4 and resid 270 and name CA ) (aegid 3A4 and i esid 271 and name CB ) 4.66 0.07 0.06 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 271 and name N ) 2.45 0.03 0.03 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 271 and name 0 ) 5.37 0.08 0.09 
5 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 272 and name C ) 5.37 0.05 0.04 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 272 and name CA ) 5.34 0.05 0.05 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 272 and name CB ) 5.89 0.15 0.15 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 272 and name M ) 4.26 0.04 0.05 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 272 and name O ) 6.52 0.05 0.06 
10 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 273 and name C > 4.86 0.19 0.19 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 273 and name CA ) S.02 0.10 0.09 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 273 and name CB ) 5.03 0.18 0.17 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 273 and name N J 4.42 0.07 0.06 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 273 and name O ) 4.55 0.20 0.20 
15 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 274 and name C ) 6.74 0.34 0.33 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 274 and name CA) 6.12 0.46 0.46 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 274 and name CB ) 7.32 0.57 0.57 
assign (segid 3A4 and resad 270 and name CA ) (segid 3A4 and resid 274 and name N ) 5.65 0.32 0.31 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 274 and name O ) 6.98 0.29 0.30 
20 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 275 and name CA ) 8.24 0.25 0.25 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 275 and name CB) 9.16 0.23 0.24 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 275 and name N ) 7.34 0.32 0.31 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 276 and name C ) 5.92 0.24 0.25 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 276 and name CA ) 6.27 0.21 0.21 
25 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 27 6 and name CB) 5.46 0.20 0.20 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 276 and name CG2) 6.41 0.21 0.20 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 276 and name N ) 6.58 0.20 0.20 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 276 and name O ) 6.66 0.26 0.27 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 277 and name C ) 6.83 0.33 0.33 
30 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 277 and name CA ) 5.34 0.33 0.33 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 277 and name CB ) 4.88 0.40 0.41 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 277 and name N ) 5.18 0.27 0.27 
assign (segid 3A4 and resid 270 and name CA J (segid 3A4 and resid 278 and name CA ) 8.98 0.31 0.31 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 278 and name CB ) 9.71 0.33 0.32 
35 assign (segid 3A4 and rebid 270 and name CA ) (segid 3A4 and resid 279 and name CA ) 10.27 0.33 0.33 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 279 and name CB ) 10.09 0.35 0.35 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 280 and name CA ) 9.32 0.51 0.50 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 280 and name CB ) 8.10 0.56, 0.57 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 281 and name CA J 10.85 0.60 0.60 
40 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 281 and name CB } 10.57 0.54 0.55 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 282 and name CA ) 13.74 0.54 0.55 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 303 and name CA ) 16.18 0.63 0.62 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 303 and name CB ) 17.30 0.65 0.64 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 304 and name CA ) 13.16 0.68 0.69 
45 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 304 and name CB ) 12.58 0.70 0.69 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 305 and name CA ) 11.59 0.63 0.64 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid \305 and name CB ) 12.03 0.56 0.57 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 306 and name CA ) 14.02 0.62 0.61 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 307 and name CA) 13.19 0.77 0.77 
50 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 307 and name CB) 13.46 0.85 0.84 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 308 and name CA ) 9.50 0.74 0.74 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 308 and name CB ) 8.60 0.78 0.77 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 309 and name CA ) 10.98 0.53 0.54 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 309 and name CB ) 12.02 0.57 0.58 
55 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 310 and name CA) 13.52 0.46 0.47 
assign (segid 3A4 and resid 270 and name CA ) (segid 3a 4 and resid 310 and name CB ) 14.51 0.54 0.53 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 311 and name CA) 11.47 0.51 0.51 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 311 and name CB ) 10.77 0.62 0.62 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 312 and name CA ) 9.62 0.27 0.27 
60 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 312 and name CB ) 8.93 0.27 0.27 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 313 and name CA ) 13.22 0.23 0.23 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 313 and name CB ) 14.18 0.23 0.24 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 314 and name CA ) 14.51 0.28 0.28 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 314 and name CB ) 14.62 0.38 0.37 
65 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 315 and name CA ) 12.43 0.38 0.38 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 315 and name CB ) 11.08 0.44 0.45 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 316 and name CA) 12.69 0.49 0.48 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 317 and name CA ) 15.98 0.33 0.33 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 318 and name CA ) 16.86 0.25 0.25 
70 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 318 and name CB ) 16.34 0.30 0.29 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 351 and name CA) 19.18 0.31 0.32 
assign (segid 3A4 and xesid 270 and name CA ) (segid 3A4 and resid 352 and name CA ) 19.15 0.36 0.37 
assign (segid 3A4 and resid 270 and name CA ) (segid 3a4 and resid 352 and name CB ) 18.90 0.47 0.46 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 357 and name CB ) 18.94 0.35 0.35 
75 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 359 and name CA ) 18.02 0.61 0.61 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 359 and name CB ) 17.48 0.67 0.66 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 360 and name CA) 16.95 0.47 0.46 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 360 and name CB) 18.18 0.45 0.45 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 361 and name CA ) 14.96 0.57 0.58 
80 assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 361 and name CB ) 15.75 0.67 0.67 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 362 and name CA ) 12.64 0.65 0.64 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 362 and name CB ) 13.37 0.77 0.78 
assign (segid 3A4 and resid 270 and name CA ) (segid 3A4 and resid 363 and name CA ) 9.49 0.67 0.67 
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(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and resid 270 and name CB 
(segid 3A4 and xesid 270 and name CB 
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(segid 3A4 and resid 363 and name CB ) 8.13 
(segid 3A4 and resid 364 and name CA ) 10.73 
(segid 3A4 and resid 364 and name CB ) 12.11 
(segid 3A4 and resid 365 and name CA 10.54 
(segid 3A4 and resid 365 and name CB 9.66 
(segid 3A4 and resid 383 and name CA ) 19.21 
(segid 3A4 and resid 397 and name CA ) 18.75 
(seg\d 3A4 and resid 397 and name CB 18.78 
(segid 3A4 and resid 398 and name CA ) 17.20 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA I 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB I 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA > 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB J 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
I segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and tesid 417 and name CA ) 
(segid 3A4 and resid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 433 and name CA > 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA > 
(segid 3A4 and resid 440 and name CA 
segid 3A4 and resid 270 and name CDl) 
(segid 3A4 and resid 270 and name C02 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 271 and name C ) 
(segid 3A4 and resid 271 and name CA > 
(segid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name N 
(segid 3A4 and resid 271 and name O ) 
(segid 3A4 and resid 272 and name C 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 272 and name N ) 
(segid 3A4 and resid 273 and name C 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 274 and name C ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 274 and name N ) 
(segid 3A4 and resid 274 and name O ) 
(segid 3A4 and resid 275 and name CA ) 
segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB > 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name O > 
(segid 3A4 and resid 277 and name C V 



17.83 
18.46 
17.11 
17.60 
13.56 
13.81 
14.92 
15.62 
16.97 
13.42 
13.20 
10.23 
9.53 
12.45 
14.11 
15.16 
11.56 
10.55 
9.95 
9.08 
7.00 
13.45 
14.67 
15.11 
12.35 
10.67 
8.97 
9.46 
10.35 
10.54 
14.02 
14.51 
13.54 
15.08 
16.20 
17.82 
15.57 
13.94 
16.46 
15.63 
12.52 
13.56 
11.69 
2, 
2 
1 
5 
4 
5 



0.64 
0.88 
0.89 
0.95 
0.99 
0.29 
0.38 
0.37 
0.40 
0.46 
0.37 
0.57 
0.64 
0.49 
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0.29 
0.39 
0.37 
0.41 
0.46 
0.38 
0.57 
0.64 
0.4B 
0.43 
0.41 
0.52 
0.54 
0.74 
0.84 
0.59 
0.54 
0.72 
0.57 
0.53 
0.47 
0.54 
0.35 
0.45 
0.44 
0.36 
0.34 
0.32 
0.58 
1.19 
0.91 
0.58 
0.78 
1.03 
0.64 
1.21 
1.29 
1.20 
0-45 
0.81 
0.42 
0.36 
0.88 
0.53 
0-37 
0.45 
0.55 
0.03 
0.03 
0.01 
0.06 
0.09 
0.15 
0.07 
0.10 
0.08 
0.03 
0.14 
0.03 
0.16 
0.10 
0.18 
0.08 
0.16 
0.36 
0.48 
0.64 
0.32 
0.32 
0.26 
0.24 
0.20 
0.18 
0.18 
0.17 
0.20 
0.23 
0.32 



49 
49 
52 
,44 
.54 
.40 
3.24 
6.37 
6.79 
6.72 
7.31 
5.53 
5.90 
6.31 
6.32 
5.81 
5.41 
7.24 
6.76 
7.97 
6.58 
7.24 
8.76 
9.83 
5.86 
6.53 
5.90 
7.07 
7.03 
6.38 
6.31 



43 
41 
.52 
.54 
.74 
0.84 
0.58 
0.54 
0.73 
0.58 
0.52 
0.47 
0.53 
0.35 
0.45 
0.43 
0.37 
0.33 
0.33 
0.59 
1.20 
0.91 
0.58 
0.79 
1.03 
0.63 
1.22 
1.29 
1.21 
0.46 
0.81 
0.41 
0.36 
0.88 
0.54 
0.37 
0.46 
0.55 
0.02 
0.02 
0.01 
0.06 
0.08 
0-15 
0.06 
0.11 
0.07 
0.03 
0.14 
0.04 
0.17 
0.10 
0.19 
0.08 
0.15 
0.36 
0.49 
0.64 
0.31 
0.32 
0.26 
0.25 
0.21 
0.19 
0.17 
0.17 
0.20 
0.22 
0.32 
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assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 277 and name CA ) 4.89 0.30 0.30 
assign (segid 3A4 and resxd 270 and name CB ) (segid 3A4 and resid 277 and naroo CB ) 4.48 0.38 0.38 
assign (segid 3A4 and resxd 270 and name CB ) (segid 3A4 and resid 277 and name N ) 5.10 0.25 0.25 
assign (segid 3A4 and resid 270 and name CB > (segid 3A4 and res id 277 and name O ) 6.76 0.37 0.38 
5 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 278 and name CA ) 8.6? 0.32 0.31 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 278 and name CB ) 9.53 0.34 0.34 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 279 and name CA ) 9.90 0.33 0.32 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 279 and name CB ) 9.87 0.33 0.34 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 280 and name CA > 8.47 0.52 0.51 
10 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 280 and name CB ) 7.16 0.56 0.57 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 281 and name CA ) 9.83 0.63 0.64 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 281 and name CB ) 9.61 0.57 0-58 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 282 and name CA ) 12.94 0.58 0.58 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 303 and name CA ) 15.31 0.68 0.67 
15 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 303 and name CB ) 16.48 0.67 0.68 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 304 and name CA ) 12.48 0.68 0.67 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 304 and name CB ) 11.96 0.71 0.70 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 305 and name CA ) 10.64 0.63 0.63 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 305 and name CB ) 10.94 0.58 0.58 
20 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 306 and name CA ) 13.22 0.57 0.5B 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 307 and name CA ) 12.77 0.68 0.68 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resxd 307 and name CB ) 13.09 0.74 0.75 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 308 and name CA ) 9.09 0.66 0.66 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 308 and name CB ) 6.02 0.71 0.72 
25 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and rosid 309 and name CA) 10.40 0.47 0.48 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 309 and name CB ) 11.30 0.53 0.54 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 310 and name CA 1 13.25 0.38 0.39 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 310 and name CB ) 14.24 0.44 0.45 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 311 and name CA ) 11.59 0.41 0.42 
30 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 311 and name CB ) 10.95 0.51 0.52 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 312 and name CA ) 9.69 0.24 0.24 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 312 and name CB ) 8.81 0.29 0.28 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 313 and name CA ) 13.20 0.25 0.25 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 313 and name CB ) 14.04 0.26 0.25 
35 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 314 and name CA ) 14.81 0.25 0.25 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 314 and name CB ) 14.95 0.30 0.29 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 315 and name CA ) 13.04 0.41 0.40 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 315 and name CB) 11.75 0.46 0.46 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 316 and name CA ) 13.15 0.55 0.56 
40 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 317 and name CA ) 16.27 0.42 0.42 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 318 and name CA ) 17.00 0.24 0.24 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 318 and name CB ) 16.37 0.30 0.30 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 359 and name CA ) 19.06 0.53 0.52 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 359 and name CB ) 18.53 0.59 0.59 
45 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 360 and name CA ) 17.89 0.43 0.43 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 360 and name CB) 19.11 0.43 0.44 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 361 and name CA ) 16.09 0.58 0.59 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 361 and name CB ) 16.95 0.69 0.68 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 362 and name CA ) 13.78 0.60 0.59 
50 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 362 and name CB ) 14.50 0.71 0.70 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 363 and name CA) 10- 4S 0.59 0.58 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 363 and name CB ) 9.13 0.56 0.56 
assign (segid 3A4 and resid 270 and name CB > (segid 3A4 and resid 364 and name CA ) 11.39 0.77 0.78 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 364 and name CB ) 12.83 0.78 0.7; 
55 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 365 and name CA) 10.71 0.9O 0.89 
assign <6egid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 365 and name CB ) 9.68 0.96 0.97 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 363 and name CA ) 19.22 0.26 0.26 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 397 and name CA ) 17.92 0.45 0.44 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 397 and name CB ) 18.05 0.42 0.42 
60 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 398 and name CA ) 16.32 0.46 0.47 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 398 and name CB ) 17.00 0.50 0.51 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 399 and name CA ) 17.35 0-4 6 0.45 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 399 and name CB ) 18.79 0.45 0.46 
assign (segid 3A4 end resid 270 and name CB ) (segid 3A4 and resid 400 and name CA ) 15.97 0.62 0.61 
65 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 400 and name CB ) 16.51 0.68 0.68 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 401 and name CA ) 12.50 0.54 0.54 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 402 and name CA ) 12.61 0.51 0.S1 
assign (segid 3A4 and resid 270 and name CB ) (aegid 3A4 and resid 402 and name CB ) 13.76 0.49 0.49 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 403 and name CA ) 14.26 0.58 0.57 
70 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 403 and name CB ) 15-61 0.59 0.59 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 404 and name CA ) 12.05 0.76 0.77 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 404 and name CB ) 11.91 0.86 0.85 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 405 and name CA ) 8.82 0.62 0.62 
assign (segid 3A4 and resid 270 and name CB » (segid 3A4 and resid 405 and name CB ) 8.21 0.57 0.57 
75 assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 406 and name CA ) 11.01 0.75 0.7 6 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 407 and name CA ) 12.62 0.58 0.59 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 407 and name CB ) 13.67 0.52 0.53 
assign (segid 3A4 and resid 270 and name CO ) (segid 3A4 and resid 408 and name CA ) 10.12 0.43 0.43 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 408 and name CB ) 9.13 0.49 0.50 
80 assign (segid 3A4 and resid 270 and name CB } (segid 3A4 and resid 409 and name CA ) 8.55 0.31 0.31 
assign (segid 3A4 and resid 270 and nemo CB ) (*egid 3A4 and resid 409 and name CB ) 7.69 0.45 0.45 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and. resid 409 and name CD2) 5.67 0.38 0.38 
assign (segid 3A4 and resid 270 and name CB ) (segid 3A4 and resid 409 and name CC ) 6.38 0.51 0.50 
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. ,„ rf „,__ ™ « iseaxd 3A4 and resxd 410 and name CA ) 

assign (segxd 3M and xesxd 270 and name CB segx an<j ^ ^ ^ ^ 

assxgn (segxd 3A4 and <esxd 270 and name CB ) sog ^ ^ ^ CQ ) 

assign (segtd 3M and resxd 270 and name CB sogxo ^ ^ ^ , 

assxgn (segxd 3A4 and resxd 270 and name CB segxa ^ ^ ^ , 

5 assxgn (segxd 3A4 and resxd 270 and name CB segxo eeaid ^ ^ ft 

SSS 133 SS 3 =£ an = S 3- J- - ~- « - « £ j 

S3S J3iS SJ 3 S3 SS 3 =: 3 ! !3£ 3A4 «. m « s > 

10 assign (segid 3A4 and resid 270 and name CB 
assign (segid 3A4 and resid 270 and name CB 
assign (segxd 3A4 and resid 270 and name CB 
assxgn (segid 3A4 and tesxd 270 and name CB 
assxgn (segid 3A4 and resxd 270 and name CB 
15 assxgn (segid 3A4 and resxd 270 and name CB 
alsxgn (segxd 3A4 and resxd 270 and name CB 
assxgn (segxd 3A4 and resxd 270 and name CB 
assign (segid 3A4 and resxd 270 and name CB 
assxgn (segxd 3A4 and resxd 270 and name CB 
20 assign (segid 3A4 and resxd 270 and name CB 
assxgn segxd 3A4 and resxd 270 and name CB 
assign segxd 3A4 and resxd 270 and name CB 
assxgn segxd 3A4 and resxd 270 and name CD (segxd 3A4 
assxgn segxd 3A4 and resxd 270 and name CDl 
25 assxgn segxd 3A4 and resid 270 and name CDl 
assign segxd 3A4 and resxd 270 and name CDl 
alslgn (segxd 3A4 and resxd 270 and name CDl 
assign segid 3A4 and resid 270 and name CDl 
assxgn (segid 3A4 and resxd 270 and name CDl 
30 assxgn segxd 3A4 and resid 270 and name CDl 
assxgn {segxd 3A4 and resid 270 and name CDl 
assign (segxd 3A4 and resxd 270 and name CDl) 
assxgn segid 3A4 and lesid 270 and name CDl 
assign (segxd 3A4 and resid 270 and name CDl 
35 assxgn (segxd 3A4 and resid 210 and name CDl 
assxgn (segxd 3A4 and resxd 270 and name CDl 
assxgn (segxd 3A4 and resid 270 and name CDl 
assign (segid 3A4 and resid 270 and name CDl 
assign segxd 3A4 and resxd 270 and name CDl 

^ 1 3 . . i _i nn name CTtl 1 



(segxd 3A4 and resxd 417 and name CA ) 
(segid 3A4 and resxd 423 and name CA 1 
(segid 3A4 and resxd 424 and name CA ) 
(segxd 3A4 and resxd 425 and name CA ) 
(segxd 3A4 and resxd 426 and name CA ) 
(segxd 3A4 and resxd 433 and name CA ) 
(segid 3A4 and resid 434 and name CA J 
I segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
( segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resxd 438 and name CA ) 
(segxd 3A4 and resxd 439 and name CA ) 
(segid 3A4 and resxd 440 and name CA 
(segxd 3A4 and resid 270 and name CD2 
(segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CB 
(segid 3A4 and resid 271 and name N ) 
(segid 3A4 and resid 273 and name O ) 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 276 and name CA ) 
(segxd 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name O ) 
and resxd 277 and name C ) 
and resid 277 and name CA ) 
and resid 277 and name CB ) 
ia « y ^ u and resid 277 and name N ) 

(segid 3A4 and resid 277 and name O ) 
(segid 3A4 and resid 280 and name CB ) 
(segxd 3A4 and resid 308 and name CB ) 
I segid 3A4 and resid 405 and name CA ) 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 



40 



assxgn (segxd 3A4 and resxd 270 and name CDl segia « «~ — ~ ^ ^ CB , 
assxgn (segxd 3A4 and resid 270 and name CDl segid 3A4 and ^ ^ ^ 



45 



50 



55 



60 



65 



(segxd 3A4 and resxd 405 and name O 
(segid 3A4 and resxd 409 and name CA ) 
(segxd 3A4 and resxd 409 and name CB ) 
(oegxd 3A4 and resxd 409 and name CD2) 
(segid 3A4 and resxd 4 09 and name CG ) 
(segxd 3A4 and resxd 409 and name N ) 
(segxd 3A4 and resid 271 and name C ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resxd 271 and name CB ) 
(segxd 3A4 and resxd 271 and name N ) 
(segxd 3A4 and resxd 272 and name C ) 



(segxd 3A4 and resxd 273 and name N ) 
(segid 3A4 and resid 273 and name O ) 
(segxd 3A4 and resid 274 and name C ) 
(segxd 3A4 and resid 27 4 and name CA ) 



70 



75 



80 



assign (segid 3A4 and resid 270 and name CDl) 
assign (segxd 3A4 and resxd 270 and name CDl 
assxgn (segxd 3A4 and resxd 270 and name CDl) 
assxgn (segid 3A4 and resxd 270 and name CDl 
assxgn (segid 3A4 and resxd 270 and name CDl 
assxgn (segxd 3A4 and resid 270 and name CDl 
assxin (segxd 3A4 and resid 270 and name CD2 
assxgn (segid 3A4 and resid 270 and name CD2 
assign (segid 3A4 and resxd 270 and name CD2 
assign (segxd 3A4 and resid 270 and name CD2 

assign (segxd 3A4 and resxd 270 and name CD2 — «~ — ^ and name N , 

assign (segid 3A4 and resxd 270 and name CD2 segxa ^ ^ ^ ^ c } 

assign (segid 3A4 and resid 270 and name CD2 segxd 3A« a ^ ^ ^ ^ , 

S 5—3 3" 3 S3 SS 3 31 3! S33 « and resxd 273 and name CB ) 
assign (segxd 3A4 and resxd 270 and name CD2) 
assign (segxd 3A4 and resid 270 and name CD2) 
assign (segxd 3A4 and resid 270 and name CD2 
assign (segxd 3A4 and resid 270 and name CD2) 
assign (segxd 3A4 and resid 270 and name CD2 
assign (segxd 3A4 and resid 270 and name CD2 
assign (segid 3A4 and resid 270 and name CD2) 
assign (segid 3A4 and xesid 270 and name CD2 
assign (segid 3A4 and resid 270 and name CD2) 
assign (segid 3A4 and resid 270 and name CD2) 
assign (segxd 3A4 and resid 270 and name CD2) 
assxgn (segid 3A4 and resid 270 and name CD2 
assxgn (segxd 3A4 and resxd 270 and name CD2) 
assxgn (segxd 3A4 and resid 270 and name CD2) 
assxgn (segxd 3A4 and resxd 270 and name CD2) 
assxgn (segxd 3A4 and resxd 270 and name CD2) 
assxgn (segxd 3A4 and resxd 270 and name CD2 
assxgn {segxd 3A4 and resxd 270 and name CD2) 
assign (segxd 3A4 and resxd 270 and name CD2) 
assign (segid 3A4 and resid 270 and name CD2) 
assign (segid 3A4 and resid 270 and name CD2) 

assign (segxd 3A4 and resxd 270 and name CD2 ^ ™~ ^ CB , 

assxgn (segxd 3A4 and resid 270 and name CD2 segxd 3M ana ^ q ^ ^ y } 

assxgn (segid 3A4 and resxd 270 and name CD2) (segxa jas ana i« « ^ « — 

assign (segxd 3A4 and resxd 270 and name CD2) 
assign (segxd 3A4 and resxd 270 and name CD2) 
assign (segid 3A4 and resid 270 and name CD2 
assign (segid 3A4 and resid 270 and name CDZ) 



(segxd 3A4 and resxd 274 and name N 
(segxd 3A4 and resid 274 and name O 
(segxd 3A4 and resid 275 and name C 
(segxd 3A4 and resid 275 and name N 
(segxd 3A4 and resxd 275 and name O 
and resxd 276 and name C 
and resid 276 and name CA 



(segxd 3A4 
(segid 3A4 



(segxd 3A4 and resxd 276 and name CB | 
(segid 3A4 and resxd 276 and name CG2) 
(segid 3A4 and resxd 276 and name N ) 
(segid 3A4 and resxd 276 and name 0 ) 
and resxd 277 and name C ) 
and resxd 277 and name CA ) 
and resxd 277 and name CB ) 
and resxd 277 and name N ) 
and resid 277 and name O ) 
and resid 278 and name N ) 
and resid 280 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resxd 308 and name CB ) 
(segid 3A4 and resxd 308 and name 0 ) 
(segid 3A4 and cesid 363 and name CG) 
(segid 3A4 and resid 409 and name CD2) 



12.08 
13.34 
13.76 
11.21 
10.05 
8.53 
9.52 
10.48 
10.88 
14.39 
15.40 
14.38 
15.83 
16.68 
18.14 
15.81 
14.24 
16.69 
15.79 
12.65 
13.58 
11.51 
2.47 
6.87 
7.55 
5.62 
7.12 
6.16 
7.10 
6.59 
6.20 
6.33 
5.19 
5.24 
5.70 
6.37 
5.73 
6.46 
6.54 
5.84 
6.53 
7.20 
6.24 
4.71 
4.93 
7.37 
7.27 
6.67 
7.72 
5.39 
7.74 
7 .18 
6.00 
6.53 
6.11 
6.55 
5.10 
6.99 
7.02 
6.91 
6.85 
6.83 
7.47 
7.20 
4.17 
4.84 
4.17 
5.44 
5.75 
4.44 
5.32 
3.99 
4.40 
3.91 
5.72 
6.28 
6.59 
5.30 
6.57 
5.91 
7.39 
7.09 
6.16 



0.3b 
0.29 
0.30 
0.56 
1.09 
0.87 
0.64 
0.68 
1.17 
0-83 
1.22 
1.27 
1.07 
0.41 
0.73 
0.41 
0.29 
0.73 
0.47 
0.33 
0.40 
0.46 
0.06 
0.15 
0.22 
0.10 
0.16 
0.24 
0.21 
0.22 
0.24 
0.29 
0.31 
0.36 
0.30 
0.33 
0.54 
0.61 
0.56 
0.57 
0.54 
0.29 
0.28 
0.55 
0.30 
0.10 
0.03 
0.05 
0.12 
0.03 
0.16 
0.11 
0.16 
0.16 
0.24 
0.15 
0.18 
0.32 
0.43 
0.26 
0.27 
0.17 
0.29 
0.17 
0.16 
0.14 
0.19 
0.22 
0.17 
0.20 
0.27 
0.27 
0.34 
0.23 
0.33 
0.24 
0.55 
0.60 
0.15 
0.66 
0.36 
0.42 
0.50 



0.35 
0.29 
0.29 
0.57 
1.09 
0.87 
0.63 
0.68 
1.16 
0.83 
1.21 
1.28 
1.07 
0.41 
0.74 
0.40 
0.29 
0.73 
0.46 
0.34 
0.40 
0.46 
0.06 
0.16 
0.22 
0.10 
0.15 
0.24 
0.22 
0.22 
0.25 
0.30 
0.30 
0,36 
0.29 
0.32 
0.54 
0.62 
0.57 
0.57 
0.53 
0.30 
0.28 
0.56 
0.30 
0.10 
0.04 
0.06 
0.12 
0.03 
0.17 
0.11 
0.17 
0.17 
0.24 
0.14 
0.17 
0.31 
0.42 
0.26 
0.27 
0.18 
0.28 
0.17 
0.15 
0.14 
0.19 
0.23 
0.18 
0.19 
0.27 
0.27 
0.34 
0.22 
0.32 
0.25 
0.54 
0.61 
0.44 
0.66 
0.37 
0.42 
0.51 
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10 



15 



20 



25 



30 



assign (segid 3A4 and resid 210 and name CD2 
assign (segid 3A4 and resid 270 and name CG ) 
assign Legld 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assiqn (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG ) 
assign segid 3A4 and resid 270 and name CG I 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG ) 
assign (segid 3A4 and resid 270 and name CG ) 
assign segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG ) 
assign (segid 3A4 and resid 2 70 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 2 70 and name CG 
assign (segid 3A4 and resid 2 70 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assiqn (segid 3A4 and resid 270 and name CG > 
assign segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG ) 



(segid 3A4 and resid 409 and name CG 
(segid 3A4 and resid 270 and name CD1 
(seqid 3A4 and resid 270 and name CDZ 



6.47 
l.bl 



(SegiO ana -- 

assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name CG 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
35 assiqn (segid 3A4 and resid 270 and name N 
ass^ (segid 3A4 and resid 270 and name H 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
40 assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
45 assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
assign t segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name H 
assign (segid 3A4 and resid 270 and name H 
50 assign (segid 3A4 and resid 270 and name N 
assign (selxd 3A4 and resid 270 and name * 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
55 assign (segid 3A4 and resid 270 and name N 
assian (segid 3A4 and resid 270 and name N 
assign I segid 3A4 and resid 270 and name n 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name N 
60 assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name H 
assign (segid 3A4 and resid 270 and name N 
assign (segid 3A4 and resid 270 and name « 
assign (segid 3A4 and resid 270 and name 
65 assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assiqn (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
70 assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
75 assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assign (sogid 3A4 and resid 270 and name 
80 assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 and resid 270 and name 
assign (segid 3A4 end resid 270 and name 
assign (segid 3A4 and resid 270 and name 



(segid 3A4 and resid 271 and name C 
(segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CB 
(segid 3A4 and resid 271 and name n 
(segid 3A4 and resid 271 and name O 
(segid 3A4 and resid 272 and name C 
(segid 3A4 and resid 272 and name N 
(segid 3A4 and resid 273 and name C 
(segid 3A4 and resid 273 and name CA 
(segid 3A4 and resid 273 and name CB 
(segid 3A4 and resid 273 and name N 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 274 and name N 
(segid 3A4 and resid 276 and name C 
(segid 3A4 and resid 276 and name CA 
(segid 3A4 and resid 276 and name CB 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name O ) 
(seqid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name N 
(segid 3A4 and resid 277 and name O ) 
(segid 3A4 and tesid 278 and name N ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 270 and name C 
(segid 3A4 and resid 270 and name CA ) 
(segid 3A4 and resid 270 and name CB ) 
( segid 3A4 and resid 270 and name CD1) 
(segid 3A4 and lesid 270 and name CD2) 
(segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 270 and name O ) 
(segid 3A4 and resid 271 and name C ) 
(segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CB J 



0. 
0. 
0. 
0. 
0. 
0. 
0. 



) 
) 
) 
J 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and iesid 271 and name N 
(segid 3A4 and resid 271 and name O 
(segid 3A4 and resid 272 and name C 
(segid 3A4 and resid 272 and name CA 
(segid 3A4 and tesid 272 and name CB 
(segid 3A4 and resid 272 and name N 
(segid 3A4 and resid 272 and name O 
(segid 3A4 and resid 273 and name C 

. . _» »M1 -mM nsino 



( segia m\h a«u ' „_ : 

(segid 3A4 and resid 273 and name CA ) 



t segia Jiv» ana ^» iu 

(segid 3A4 and resid 273 and name CB 
(segid 3A4 and resid 273 and name N ) 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 274 and name w ) 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 27 6 and name CA 
(segid 3A4 and resid 276 and name CB 
(segid 3A4 and resid 276 and name CG2 
(segid 3A4 and resid 277 and name CA 
(segid 3A4 and resid 277 and name CB 
(segid 3A4 and tesid 277 and name N ) 
(segid 3A4 and resid 270 and name CB ) 
segid 3A4 and resid 270 and name CD1 
segid 3A4 and resid 270 and name CD2) 
( segid 3A4 and resid 270 and name CG ) 
(segid 3A4 and resid 271 and name C 
{segxd 3A4 and resid 271 and name CA 



[ segia inn diw ic^^v* * — - , 
segid 3A4 and resid 271 and name CB 
(segid 3A4 and resid 271 and name M 
segid 3A4 and resid 271 and name 0 
) segid 3A4 and resid 272 and name C 
segid 3A4 and resid 272 and name CA 
segid 3A4 and resid 272 and name CB 
segid 3A4 and resid 272 and name N 
seg\d 3A4 and resid 272 and name 0 
segid 3A4 and resid 273 and name C 
tegid 3A4 and resid 273 and name CA 
tegid 3A4 and resid 273 and name CB 
segid 3A4 and resid 273 and name N 
algid 3A4 and resid 273 and name 0 
segid 3A4 and resid 274 and name C 
algid 3A4 and resid 274 and name CA 



51 
83 
01 
,84 
,66 
7.7B 
7. B0 
6.78 
6.64 
7.04 
6.76 
6.74 
5.93 
7.46 
5.54 
6.25 
5.53 
6.73 
7.04 
5.83 
6.26 
4.91 
4.94 
5.08 
6.57 
7.30 
6.22 
7.43 
5.72 
6.11 
2.45 
1.46 
2.45 
4.39 
3.82 
3.09 
3.51 
4.68 
4.19 
4.92 
2.77 
5.B2 
5.49 
5.23 
5.41 
4.22 
6.65 
5.73 
5.53 
5.33 
4.75 
5.54 
6.62 
7.05 
7.23 
6.19 
6.93 
6.70 
6.33 
6.45 
3.20 
5.55 
4.59 
4.47 
3.03 
2.77 
4.24 
2.25 
3.60 
4.23 
4.40 
5.50 
3.41 
5-31 
3.43 
3.92 
4.62 
3.30 
3.50 
5.08 
4.13 



0.33 
0.00 
02 
03 
08 
15 
05 
09 
07 
0.05 
0.15 
0.09 
0.18 
0.06 
0.15 
0.27 
0.16 
0.15 
0.16 
0.18 
0.17 
0.19 
0.25 
0.24 
0.32 
0.21 
0.30 
0.24 
0.S6 
0.27 
0.41 
0.29 
0.02 
0-02 
0.02 
0.07 
0.07 
0.03 
0.04 
0.08 
0.06 
0.09 
0.06 
0.12 
0.06 
0.11 
0.22 
0.09 
0.05 
0.21 
0.12 
0.19 
0.10 
0.24 
0.32 
0.24 
0.22 
0-22 
0.21 
0.31 
0.41 
0.26 
0.05 
0.10 
0.08 
0.04 
0.09 
0.05 
0.05 
0.03 
0.13 
0.17 
0.16 
0.11 
0.14 
0.13 
0.14 
0.15 
0.23 
0.19 
0.15 
0.33 
0.45 



0.34 
0.01 
0.01 
0.03 
0.08 
0.14 
0.05 
0.09 
0.08 
0.05 
0.15 
0.09 
0.1B 
0.07 
0.15 
0.28 
0.16 
0.14 
0.16 
0.18 
0.17 
0.19 
0.25 
0.24 
0.32 
0.21 
0.30 
0.23 
0.56 
0.28 
0.41 
0.30 
0.02 
0.02 
0.02 
0.06 
0.07 
0.03 
0.04 
0.07 
O.06 
0.09 
0.07 
0.11 
0.05. 
0.11 
0.22 
0.09 
0.05 
0.21 
0.11 
0.19 
0.11 
0.23 
0.31 
0.24 
0.22 
0.22 
0.20 



32 
40 
.26 
.04 
.09 
.07 
.05 
.09 
.05 
0.04 
0.03 
0.13 
0.17 
0.16 
0.10 
0.15 
0.14 
0.14 
0.14 
0.22 
0.19 
0.14 
0.33 
0.46 
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assign (segid 3A4 and resid 270 and name 0 
assign (segld 3A4 and resid 210 and name O 
assign (segid 3A4 and resid 210 and name O 
assign (segid 3A4 and resid 270 and name O 
5 assign (segid 3A4 and resid 210 and name 0 
assign Isegid 3A4 and resid 210 and name O 
assign (segid 3A4 and resid 210 and name O 
assign (segid 3A4 and resid 210 and name O 
assign (segid 3A4 and resid 270 and name O 
10 assign (segid 3A4 and resid 270 and name O 
assign (segid 3A4 and resid 270 and name O 
assign (segid 3A4 and resid 270 and name O 
assign (segid 3A4 and resid 270 and name O 
assign (segid 3A4 and resid 270 and name O 
15 assign (segid 3A4 and resid 270 and name O 
assign (segid 3A4 and resid 270 and name O 
assign (segid 3A4 and resid 270 and name O 
assign (segid 3A4 and resid 270 and name O 
assign (segid 3A4 and resid 271 and name C 
20 assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
25 assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
30 assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name C 
35 assign (segid 3A4 and resid 271 and name C 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
40 assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA > 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
45 assign Isegid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA J 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
50 assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 1 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
55 assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resxd 271 and name CA ) 
60 assign (segid 3A4 and resid 271 and name CA > 
assign (segid 3A4 and resid 271 and name CA ) 



) 
) 
) 
) 
) 
) 
) 
) 
I 
) 
) 
) 
] 
) 
i 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
J 
) 
) 



(seqid 3A4 and reaid 274 and name CB J 
(segid 3A4 and resid 27 4 and name N ) 
(segid 3A4 and resid 274 and name 0 ) 
(segid 3A4 and resid 275 and name C ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name N ) 
(segid 3A4 and resid 276 and name C ) 
(segld 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name O ) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name N ) 
( segid 3A4 and resid 217 and name O ) 
(segid 3A4 and resid 278 and name N ) 
Isegid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name O ) 
(segid 3A4 and resid 272 and name C ) 
(segid 3A4 and resid 272 and name CA ) 
[segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 272 and name H ) 
(segid 3A4 and resid 272 and name 0 ) 
(segid 3A4 and resid 273 and name C ) 
( segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N J 
(segid 3A4 and resid 273 and name O ) 
(segid 3A4 and resid 274 and name C ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 274 and name N ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 271 and name C ) 
Isegid 3A4 and resid 271 and name CB ) 
(segid 3A4 and resid 271 and name O ) 
(segid 3A4 and resid 272 and name C ) 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 272 and name N ) 
(segid 3A4 and resid 272 and name O ) 
(segid 3A4 and lesid 273 and name C ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N ) 
(segid 3A4 and resid 273 and name O ) 
(segid 3A4 and resid 274 and name CA » 



assign (segid 3A4 and resid 271 and name CA segio - ; j - ^ ^ 

3 KS2 £J and resid VA S SS S ! M « - -id -0 and name CB ) 
assign t segid 3A4 and resid 271 and name CA J 
65 assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA J 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
70 assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA > 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 1 
assign (segid 3A4 and resid 271 and name CA ) 
75 assign (segid 3A4 and resid 271 and name CA ) 
assign Isegid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
80 assign (segid 3A4 and resid 271 and name CA ) 

W assign (segid 3A4 and resid 271 and name CA (segia « «ju „ ™ ~ j 

assign (segid 3A4 and resid 271 and name CA segid 3A4 and resia 
assign (segid 3A4 and resid 271 and name CA > (segid 3A4 ana.resiu 



l segia j/v* «.^-~- • 

(segid 3A4 and resid 274 and name CB ) 
[ segid 3A4 and resid 274 and name N ) 
(segxd 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB > 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB i 
(segid 3A4 and resid 277 and name CA J 
< segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and re3id 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 279 and name CA ) 
(segld 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
Isegid 3A4 and resid 306 and name CA ) 
{segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ] 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segad 3A4 and resid 310 and name CB J 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 



5.14 
3.75 
5.45 
6.85 
7.01 
5.86 
5.87 
6.18 
5.77 
6.67 
5.98 
6.83 
6.33 
4.98 
4.06 
4.81 
7.22 
6.73 
2.51 
1.24 
3.19 
2.42 
3.66 
1.32 
4.23 
4.87 
4.62 
5.64 
3.32 
5.59 
6.98 
5.64 
6.03 
4.86 
6.86 
1.51 

I. 52 
2.40 
4.53 
3.78 
4.81 
2.41 
5.64 
5.56 
5.57 
6.43 
4.37 
6.01 
6.11 
6.60 
5.59 
9.47 

10.40 
8.92 
B.40 
7.48 
6.34 
10.49 
10.90 
12.76 
12.77 
12.21 

II. 13 
12.84 
12.15 
15.82 
16.71 
16.03 
15.11 
15.38 
17.68 
16.98 
17.23 
13.28 
12.35 
14.53 
15.51 
17.11 
18.17 
14.94 
14.29 
12.76 
12.08 



0.61 
0.30 
0.32 
0.25 
0.27 
0.31 
0.27 
0.22 
0.19 
0.23 
0.22 
0.29 
0.42 
0.41 
0.51 
0.33 
0.45 
0.38 
0.04 
0.03 
0.08 
0.02 
0.03 
0.01 
0.14 
0.18 
0.10 
0.06 
0.07 
0.18 
0.27 
0.33 
0.47 
0.28 
0.54 
0.01 
0.01 
0.03 
0.08 
0.02 
0.03 
0.01 
0.12 
0.21 
0.11 
0.09 
0.08 
0.19 
0.45 
0.64 
0.35 
0.31 
0.29 
0.24 



0.60 
0.30 
0.32 
0.24 
0.27 
0.31 
0.27 
0.21 
0.19 
0.24 
0.21 
0.30 
0.42 
0.41 
0.51 
0.33 
0.45 
0.38 
0.03 
0.03 
0.08 
0.03 
0.03 
0.01 
0.14 
0.18 
0.10 
0.06 
0-07 
0.17 
0.28 
0.34 
0.46 
0.28 
0.53 
0.01 
0.01 
0.03 
0.07 
0.02 
0.02 
0.02 
0.13 
0.20 
0.11 
0.10 
0.07 
0.20 
0.44 
0.64 
0.35 
0.31 
0.29 
0.24 
0.21 
0.47 
0.55 
0.47 
0.48 
0.41 
0.36 
0.59 
0.64 
0.79 
0.78 
0.71 
0.10 
0.71 
0.68 
0.65 
0.64 
0.78 
0.85 
0.76 
0.78 
0.56 
0.59 
0.50 
0.56 
0.58 
0.69 
0.36 
0.29 



0.21 
0.46 
0.56 
0.48 
0.48 
0.41 
0.36 
0.59 
0.64 
0.79 
0.78 
0.71 
0.71 
0.71 
0.68 
0.65 
0.64 
0.77 
0.84 
0.75 
0.79 
0.56 
0.60 
0.50 
0.56 
0.57 
0.68 
0.37 
0.30 
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assign 
assign 
assign 
assign 



10 



15 



20 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(sogid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA 
" (segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and rosid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA > 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA J 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 17.14 
(segid 3A4 and resid 362 and name CA 14.57 
(segid 3A4 and resid 362 and name CB 15.33 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 364 and name CA 1 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA } 
(segid 3A4 and resid 365 and name CB J 
(segid 3A4 and resid 401 and name CA ) 



16.18 

17.25 

17.46 

17.70 

14.90 

13.59 

14.68 

18.13 

18.58 

18.08 

19.20 

16.64 



(segid 3A4 and resid 271 and name CA segia ^ — CA 

Ue9 id 3M and resid 271 and name CA segid 3A4 and resid 40^ ^ 



assign (segia ^« ailu — - ~ : 

assign (segid 3A4 and resid 271 and name CA 
25 assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA ) 
30 assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA ) 



(segia auu ■ w ~ J 

(segid 3A4 and resid 402 and name CB 
(segid 3A4 and tesid 403 and name CA ) 
(segid 3A4 and resid 404 and name CA 
[segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA \ 



assign {segid 3A4 and resid 271 and name CA segia *w -n CB 
"sign Uegld 3A4 and resid 271 and name CR segid 3A4 and resid 407 ^ ^ ( 
assign (segid 3A4 and resid 2 and name CA segid 3A4 .J- ^ 



assign {segia jai taiiu : 

assign (segid 3A4 and resid 271 and name CA 
35 assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA 
(segid 3A4 and resid 271 and name CA ) 



45 



(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 412 and name CA ) 

^ . > „ J X11 ^nrl nana CA 1 



50 



55 



40 assign isegid 3A4 and resid 271 and name CA segia ...» — -~ ^ ^ , 

assign (segid 3A4 and resid 271 and name CA 1 s^g" *" " d 414 d c ) 

assign (segid 3A4 and resid 271 and name CA segid 3A4 and resid a) 
assign (segid 3A4 and resid 271 and name CA segid 3A4 and resid nBma 0 , 

assign (segid 3A4 and resid 271 and name CA segid 3A4 ana ^ and name c , 

assign (aegid 3A4 and resid 271 and name CA J segia ^ naoe ^ , 

assign (segid 3A4 and resid 271 and name CA segid 3A4 an nana C B ) 

assign (segid 3A4 and resid 271 and name CA segid 3A4 ana ^ ^ R ( 

assign » £4 SS SSS S5 3 5= - S 3M and resid 41S and name CA , 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA 
assign (segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CA ) 



(segia jaa ona tcoiu - ■ 

(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 



60 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



segid 3A4 and resid 271 and name CA ) (segid 3A4 ana resia =.~ £~ 
£52 & a^d SSS SJ =2 = S ! SS SS SS 434 and name CA , 



( segia oms anu *. • — - - 

(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segjd 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
(segid 3A4 and resid 271 and name CA ) 
assign (segid 3A4 and resid 271 and name CB ) 
65 assign (segid 3A4 and resid 271 and name CB ) 
assign (segid 3A4 and resid 271 and name CB ) 
assign (segid 3A4 and resid 271 and name CB ) 
assign (segid 3A4 and resid 271 and name CB ) 
assign (segid 3A4 and resid 271 and name CB ) 
70 assign (segid 3A4 and resid 271 and name CB J 
assign (segid 3A4 and resid 271 and name CB > 
assign (segid 3A4 and resid 271 and name CB > 
assign (segid 3A4 and resid 271 and name CB ) 
assign (segid 3A4 and resid 271 and name CB 1 
75 assign (segid 3A4 and resid 271 and name CB l 
assign (segid 3A4 and resid 271 and name CB ) 
assign (segid 3A4 and resid 271 and name CB 1 
assign (segid 3A4 and resid 271 and name CB ) 
assign (segad 3A4 and resid 271 and name CB 
80 assign (segid 3A4 and resid 271 and name CB j 
assign (segid 3A4 and resad 271 and name CB > 
assign (segid 3A4 and resid 271 and name CB ) 
assign (segid 3A4 and resid 271 and name cb ) 



{ segia a"" ^ w * — 

(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA > 
l segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 272 and name C ) 
(segid 3A4 and resid 272 and name CA ) 
(segid 3A4 and resid 272 and name CB ) 
1 segid 3A4 and resid 272 and name N ) 
(segid 3A4 and resid 272 and name 0 ) 
(segid 3A4 and resid 273 and name C ) 
{segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N 1 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB l 
(segid 3A4 and resid 274 and name N ) 
(segid 3A4 and resid 275 and name CA ) 
( segid 3A4 and resid 275 and name CB 
(segid 3A4 and resid 276 and name CA 
(segid 3A4 and resid 276 and name CB 
(segid 3A4 and resid 277 and name CA 
(segid 3A4 and resid 277 and name CB J 
(segid 3A4 and resid 278 and name CA 
segid 3A4 and resid 278 and name CB } 



12.03 
10.58 
13.75 
15.00 
14.10 
13.27 
16.25 
16.81 
18.05 
18.09 
15.39 
15.10 
12.58 
12.23 
14.84 
15.71 
16.70 
12.53 
11.53 
11.11 
10.64 
14.57 
14.95 
15.38 
XI. 93 
9.15 
6.12 
6.78 
5.68 
6.58 
6.24 
7.11 
6.38 
7.00 
10.40 
11.84 
11.57 
13.65 
15.39 
17.82 
18.56 
15.93 
13.57 
15.4 6 
13.98 
30.55 
10.91 
8.89 
5.57 
4.50 
5.25 
3.20 
6.63 
7.04 
6.93 
7.75 
5.63 
7.57 
7.95 
7.06 
10.98 
11.90 
30.37 
9.79 
8.79 
7.62 
11.82 
12.28 



0.27 
0.26 
0.36 
0.45 
0.43 
0.48 
0.44 
0.25 
0.22 
0.29 
0.52 
0.58 
0.68 
0.73 
0.87 
0.78 
0.78 
0.93 
0.95 
0.92 
0.94 
0.53 
0.56 
0.55 
0.69 
0.84 
0.89 
0.73 
0.67 
0.90 
0.79 
0.76 
0.76 
0.79 
0.71 
0.82 
0.67 
0.60 
0.59 
0.65 
1.42 
0.92 
1.24 
0.77 
0.60 
0.74 
0.91 
0.91 
0.97 
0.60 
1.12 
0.88 
1.12 
0.45 
1.13 
0.74 
0.39 
0.29 
0.97 
0.60 
0.50 
0.57 
0.76 
0.11 
0.09 
0.07 
0.08 
0.16 
0.20 
0.11 
0-09 
0.09 
0.44 
0.64 
0.34 
0.31 
0.28 
0.25 
0.21 
0.49 
0.57 
0.51 
0.51 



0.26 
0.26 
0.36 
0.45 
0.44 
0.48 
0.45 
0.25 
0.23 
0.29 
0.52 
0.59 
0.67 
0.73 
0.86 
0.78 
0.78 
0.93 
0.95 
0.92 
0.95 
0.53 
0.56 
0.55 
0.69 
0.85 
0.88 
0-73 
0.67 
0.90 
0.80 
0.76 
0.77 
0.78 
0.71 
0.83 
0.67 
0.60 
0.60 
0.65 
1.41 
0.92 
1.23 
0.78 
0.60 
0.73 
0.91 
0.91 
0.98 
0.61 
1.11 
0.88 
1.12 
0.45 
1.12 
0.75 
0.40 
0.29 
0.98 
0.61 
0.50 
0.57 
0.77 
0.10 
0.09 
0.08 
0.08 
0.16 
0.20 
0.11 
0.09 
0.10 
0.43 
0.63 
0.33 
0.30 
0.28 
0.25 
0.22 
0.49 
0.57 
0.51 
0.50 
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assign (segxd 3A4 and zesid 271 and name CB ) (segid 3A4 and resid 279 and name CA ) 14.13 0.44 0.45 
assign <3egid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 279 and name CB ) 14.18 0.38 0.38 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 280 and name CA ) 13.36 0.66 0.66 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 280 and name CB ) 12.22 0.72 0.71 
5 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 281 and name CA ) 13.87 0.91 0.90 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 281 and name CB) 13.17 0.89 0.88 
assign (segid 3A4 and zesid 271 and name CB ) (segid 3A4 and resid 282 and name CA ) 17.00 0.81 0.81 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 304 and name CA ) 17.79 0.77 0.77 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 304 and name CB ) 17.19 0.77 0.77 
10 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 305 and name CA ) 15.96 0.79 0.78 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 305 and name CB ) 16.15 0.77 0.77 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 306 and name CA ) 18.43 0.73 0.73 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 307 and name CA ) 17.90 0.83 0.83 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 308 and name CA ) 14.15 0.82 0.83 
15 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 308 and name CB ) 13.24 0.66 0.87 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 309 and name CA ) 15.06 0.64 0.64 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 309 and name CB ) 15.98 0.68 0.68 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 310 and name CA ) 17.71 0.56 0.56 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 311 and name CA ) 15.65 0.63 0.63 
20 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 311 and name CB ) 15.12 0.72 0.73 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 312 and name CA j 13.17 0.45 0.45 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 312 and name CB ) 12.43 0.38 0.38 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 313 and name CA ) 16.40 0.32 0.31 
assign (segid 3A4 and resid 271 and name CB J (segid 3A4 and resid 313 and name CB ) 17.49 0.31 0.30 
25 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 314 and name CA) 17.86 0.41 0.41 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 314 and name CB ) 18.21 0.50 0.50 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 315 and name CA ) 15.25 0.48 0.48 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 315 and name CB ) 14.01 0.53 0.54 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 316 and name CA ) 14.66 0.44 0.45 
30 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 317 and name CA ) 18.05 0.24 0.25 
assign f&egid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 318 and name CA ) 18.22 0.25 0.25 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 318 and name CB ) 17.69 0.33 0.32 
assign (segid 3A4 and re3id 271 and name CB ) (segid 3A4 and resid 361 and name CA ) 17.22 0.63 0.63 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 361 and name CB ) IT .65 0.71 0.72 
35 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 362 and name CA) 15.42 0.78 0.77 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 362 and name CB ) 16.27 0.89 0.89 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 363 and name CA ) 12.94 0.83 0.82 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 363 and name CB ) 11.46 0.63 0.83 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 364 and name CA ) 14.90 0.94 0.95 
40 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 364 and name CB ) 16.16 0.97 0.97 
assign (segid' 3 A4 and zesid 271 and name CB ) (segid 3A4 and resid 365 and name CA ) 15.24 0.94 0.95 
asbign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 365 and name CB ) 14.44 0.97 0.98 
assign (segid 3A4 and resid 271 and name CB } (segid 3A4 and resid 401 and name CA) 16.27 0.56 0.57 
assign (segid 3A4 and resid 271 and name CB ) (segxd 3A4 and resid 402 and name CA ) 17.12 0.63 0.64 
45 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 402 and name CB ) 18.43 0.63 0.63 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 403 and name CA ) 16.24 0.75 0.75 
assagn (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 404 and name CA ) 15.32 0.87 0.87 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 404 and name CB ) 14.92 0.87 0,87 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 405 and name CA) 12.79 0.81 0.81 
50 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 405 and name CB ) 12.53 0.76 0.76 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 406 and name CA ) 15.26 0.99 0.99 
assign (segid 3A4 and resid 271 and name CB } (segid 3A4 and resid 407 and name CA ) 15.86 0.90 0.89 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 407 and name CB ) 16.74 0.86 0.86 
assign (segid 3A4 and resid 271 and name CB ) [segid 3A4 and resid 408 and name CA ) 12.51 0.88 0.88 
55 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 408 and name CB) 11.42 0.88 0.89 
• assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 409 and name CA ) 11.49 0.82 0.83 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 409 and name CB ) 11.18 0.92 0.92 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 410 and name CA ) 14.99 0.76 0.76 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 411 and name CA ) 15.04 0.65 0.65 
60 assign (segid 3A4 8nd resid 271 and name CB ) (segid 3A4 and resid 411 and name CB ) 15.35 0.63 0.64 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 412 and name CA ) 11,96 0.62 0.62 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 413 and name CA) 9.29 1.40 1.40 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 414 and name C ) 5.76 0.96 0.96 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 414 and name CA ) 6.50 1.22 1.23 
65 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 414 and name O ) 5.52 0.73 0.74 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 415 and name C ) 5.65 0.64 0.64 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 415 and name CA) 5.56 0.81 0.81 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 415 and name CB ) 6.53 1.01 1.01 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 415 and name N ) 5.7 9 0.98 0.98 
70 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 415 and name O ) 6.32 0.62 0.62 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 416 and name CA ) 5.87 0.98 0.97 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 416 and name N ) 5.34 0.78 0.77 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 417 and name CA ) 9.31 0.68 0.68 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 423 and name CA ) 10.77 1.05 1.04 
75 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 424 and name CA ) 10.56 0.83 0.83 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 425 and name CA ) 12.64 1.03 1.03 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 426 and name CA ) 14.44 0.50 0.50 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 427 and name CA ) 16.88 1.08 1.08 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 433 and name CA) 17.88 0.70 0.71 
80 assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and zesid 434 and name CA) 15.09 0.40 0.40 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 435 and name CA ) 12.54 0.23 0.24 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 436 and name CA ) 14.24 0.93 0-93 
assign (segid 3A4 and resid 271 and name CB ) (segid 3A4 and resid 437 and name CA ) 12.59 0.60 0.59 
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assign (segid 3A4 and resid 271 and name CB ) (seqid 3A4 and tcsid 438 and name CA ) 9.11 0.50 0.50 
assign (segid 3A1 and resxd 271 and name CB ) (segid 3A4 and resid 439 and name CA ) 9.42 0.59 0.58 
assign (segid 3A4 and resid 271 and name CB ) {segid 3A4 and cesid 440 and name CA ) 7.58 0.80 0.79 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 271 and name C ) 2.41 0.03 0.03 
5 assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 271 and name CA) 1.46 0.01 0.01 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 271 and name CB ) 2.44 0.04 0.03 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 271 and name O ) 3.50 0.06 0.06 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 272 and name C ) 4.67 0.07 0.08 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 272 and name CA ) 4.10 0.06 0.06 
10 assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 272 and name CB I 4.88 0.12 0.11 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 272 and name M j 2.69 0.06 0.05 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 272 and name O ) 5.88 0.10 0.10 
assign (segid 3A4 and resid 271 and name M ) (segid 3A4 and resid 273 and name C ) 5.32 0.21 0.21 
assign (segid 3A4 and resid 271 and name N > (segid 3A4 and resid 273 and name CA ) 5.32 0.10 0.10 
15 assign (segid 3A4 and resid 271 and name M ) (segid 3A4 and resid 273 and name CB ) 5.88 0.11 0.11 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 273 and name N ) 4.21 0.08 0.09 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 273 and name O ) 5.53 0.20 0.20 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 274 and name CA) 6.22 0.46 0.46 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 274 and name N ) 5.68 0.35 0.34 
20 assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 276 and name CB ) 7.45 0.19 0.19 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 277 and name CA) 6.80 0.43 0.42 
assign (segid 3A4 and re3id 271 and name N ) {segid 3A4 and re3id 277 and name CB ) 5.85 0.51 0.52 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 277 and name H ) 6.7 9 0.33 0.33 
assign (segid 3A4 and resid 271 and name N ) (segid 3A4 and resid 414 and name 0 ) 6.59 0.70 0.71 
25 assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 271 and name CB ) 3.26 0.04 0.05 
assign (segid 3A4 and resid 271 and name 0 ) (segid 3A4 and resid 272 and name C ) 3.27 0.14 0.14 
assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 272 and name CA) 2.75 0.07 0.06 
assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 272 and name CB ) 4.17 0.08 0.07 
assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 272 and name M ) 2.24 0.03 0.02 
30 assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 272 and name O ) 4.05 0.23 0.23 
assign (segid 3A4 and resid 271 and name 0 ) (segid 3A4 and resid 273 and name C ) 4.65 0.26 0.26 
assign (segid 3A4 and resid 271 and name 0 ) (segid 3A4 and resid 273 and name CA ) 4.71 0.19 0.18 
assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 273 and name CB ) 5.95 0.14 0.13 
assign (segid 3A4 and resid 271 and name O } (segid 3A4 and resid 273 and name N ) 3.56 0.12 0.12 
35 assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 273 and name O ) 5-72 0.26 0.26 
assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 274 and name C ) 6.68 0.35 0.36 
assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 274 and name CA) 5.25 0.39 0.39 
assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 274 and name CB ) 5.35 0.49 0.50 
assign (segid 3A4 and resid 271 and name O ) (segid 3A4 and resid 274 and name N ) 4.53 0.34 0.35 
40 assign (segid 3A4 and resid 271 and name O ) Isegid 3A4 and resid 277 and name CB ) 7.07 0.61 O.60 
assign (segid 3A4 and resid 271 and name 0 ) (segid 3A4 and resid 416 and name H ) 6.54 0.75 0.76 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 272 and name CB ) 2.48 0.02 0.02 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 272 and name O ) 1.23 0.01 0.02 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 273 and name C ) 3.54 0.03 0-03 
45 assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 273 and name CA ) 2.43 0.01 0.01 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 273 and name CB ) 3.38 0.04 0.03 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 273 and name N ) 1.33 0.01 0.01 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 273 and name O ) 4.55 0.04 0.04 
assign (segid 3A4 and resid 272 and name C ) [segid 3A4 and resid 274 and name C ) 6.34 0.06 0.07 
50 assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 274 and name CA ) 5.24 0.06 0.07 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 274 and name CB ) 5-71 0.09 0.09 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 274 and name N ) 3.88 0.05 0.06 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 274 and name O ) 7.35 0.10 0.11 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 275 and name CA ) 7.71 0.08 0.08 
55 assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 275 and name N ) 6.43 0.05 0.05 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 276 and name CB- ) 7.17 0.14 0.14 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 276 and name CG2) 7.20 0.22 0.23 
assign (segid 3A4 and resid 272 and name C ) (segid 3A4 and resid 276 and name N ) 7.23 0.12 0M1 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 272 and name C ) 1.51 0.02 0.02 
60 assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 272 and name CB ) 1.53 0.01 0.01 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 272 and name O ) 2.38 0.02 0.02 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 273 and name C ) 4.76 0.04 0.04 
assign (segid 3A4 and resid 272 and name CA ) (3egid 3A4 and resid 273 and name CA ) 3.81 0.02 0.02 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 273 and name CB ) 4.62 0.05 0.04 
65 assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 273 and name N ) 2.44 O.02 0.03 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 273 and name O ) 5.67 0.06 0-06 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 274 and name C > 7.46 0.08 0.08 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 274 and name CA ) 6.24 0.10 0.10 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 274 and name CB ) 6.64 0.13 0.13 
70 assign (segid 3a4 and resid 272 and name CA > (segid 3A4 and resid 274 and name N ) 5.02 0.07 0.07 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 275 and name CA ) 9.04 0.08 0.07 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 275 and name CB ) 9.46 0.13 0.12 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 275 and name N > 7.72 0.06 0.07 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 276 and name CA ) 8.96 0.12 0.13 
75 assign (segid 3A4 and resid 272 and name CA > (segid 3A4 and resid 276 and name CB ) 8.20 0.13 0.12 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 277 and name CA) 9.07 0.36 0.36 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 277 and name CB ) 8.26 0.47 0.46 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 278 and name CA) 11.61 0.26 0.27 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 278 and name CB ) 11.90 0.2? 0.21 
80 assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 279 and name CA ) 13.63 0.22 0.22 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 279 and name CB ) 13.29 0.29 0.29 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 280 and name CA ) 13.81 0.35 0.35 
assign (segid 3A4 and resid 272 and name CA ) (segid 3A4 and resid 280 and name CB ) 12.85 0.42 0.43 
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assign (segid 3A1 and res id 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (sogid 3A4 and resid 272 and name CA 
assign (segid 3A4 and res id 272 and name CA 

5 assign (segid 3A4 and res id 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

10 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

15 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
20 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

25 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

30 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

35 assign (segxd 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

40 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segxd 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

45 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segxd 3A4 and resid 272 and name CA 

50 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assxgn (segxd 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

55 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assxgn (segxd 3A4 and resid 272 and name CA 
assxgn (segxd 3A4 and resid 272 and name CA 
assign (segxd 3A4 and resid 272 and name CA 

60 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assxgn (segxd 3A4 and resid 272 and name CA 
assxgn (segid 3A4 and resid 272 and name CA 

65 assign (segid 3A4 and resid 272 and name CA 
assxgn (segxd 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 

70 assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (sogid 3A4 and resid 272 and name CA 
assign (segxd 3A4 and resid 272 and name CA 
assign (segxd 3A4 and resid 272 and name CA 

75 assxgn (segxd 3A4 and resid 272 and name CA 
assxgn (segxd 3A4 and resid 272 and name CA 
assign (segxd 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CA 
assign (segid 3A4 and resid 272 and name CB 

SO assign (segad 3A4 and resid 272 and name CB 
assxgn (sogid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 



(segxd 3A4 and tesxd 281 and name CA 
(segid 3A4 and resid 281 and name CB 
(segid 3A4 and resid 282 and name CA 
(segid 3A4 and resid 304 and name CA 
(segxd 3A4 and resid 304 and name CB 
(segid 3A4 and resid 305 and name CA 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 307 and name CA 
(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 308 and name CA 
(segxd 3A4 and resid 308 and name CB 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and re sid 309 and name CB 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segxd 3A4 and resxd 311 and name. CA 
(segxd 3A4 and resxd 311 and name CB 
(segxd 3A4 and resxd 312 and name CA 
(segid 3A4 and resxd 312 and name CB 
(segid 3A4 and resxd 313 and name CA 
(segid 3A4 and resxd 313 and name CB 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and tesid 315 and name CB 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and xesid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 359 and name CA 
(segid 3A4 and resxd 359 and name CB 
(segid 3A4 and res id 360 and name CA 
(segid 3A4 and resid 360 and name CB 
(segid 3A4 and resid 361 and name CA 
(segid 3A4 and resid 361 and name CB 
(segid 3A4 and resid 362 and name CA 
(segid 3A4 and res id 362 and name CB 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resxd 365 and name CA 
(segid 3A4 and resxd 365 and name CB 
(segxd 3A4 and res id 401 and name CA 
(segxd 3A4 and resxd 402 and name CA 
(segxd 3A4 and resxd 404 and name CA 
(segid 3A4 and resxd 404 and name CB 
(segxd 3A4 and resxd 405 and name CA 
(segxd 3A4 and resxd 405 and name CB 
(segxd 3A4 and resxd 406 and name CA 
(segxd 3A4 and resxd 408 and name CA 
(segid 3A4 and resxd 408 and name CB 
(segxd 3A4 and resxd 409 and name CA 
(segxd 3A4 and resxd 409 and name CD 
(segxd 3A4 and resxd 410 and name CA 
(segxd 3A4 and resxd 411 and name CA 
(segxd 3A4 and resxd 411 and name CB 
(segxd 3A4 and resxd 412 and name CA 
(segxd 3A4 and resxd 413 and name CA 
(segxd 3A4 and resxd 414 and name CA 
(segxd 3A4 and resxd 415 and name CA 
(segxd 3A4 and resxd 415 and name CB 
(segxd 3A4 and resxd 416 and name CA 
(segxd 3A4 and resid 417 and name CA 
(segid 3A4 and resid 423 and name CA 
(segid 3A4 and resid 424 and name CA 
(segid 3A4 and resid 425 and name CA 
(segid 3A4 and resid 426 and name CA 
(segid 3A4 and resxd 427 and name CA 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 435 and name CA 
(segid 3A4 and resid 436 and name CA 
(segid 3A4 and resid 437 and name CA 
(segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 439 and name CA 
(segxd 3A4 and resxd 440 and name CA 
(segid 3A4 and resxd 273 and name C 
(segxd 3A4 and resid 273 and name CA 
(segid 3A4 and res id 273 and name CB 
(segid 3A4 and resid 273 and name N 
(segid 3A4 and resid 273 and name O 



15.06 
14.46 
17.54 
17.68 
16.92 
16.61 
17.18 
17.39 
17.52 
13.84 
13.23 
15.42 
16.64 
17.29 
18.29 
14.46 
13.72 
12.66 
12.40 
16.09 
17.36 
16.59 
16.71 
13.55 
12.18 
13.84 
17.47 
18.42 
18.20 
19.27 
18.71 
17.31 
16.73 
16.70 
17.91 
13.83 
14.14 
11.81 
12.53 
10.00 
8.65 
12.21 
13.23 
13.55 
13.06 
18.32 
18.96 
18.29 
17.91 
15.32 
14.69 
17.63 
16.00 
14.96 
14.39 
13.72 
17.81 
18.50 
19.00 
15.50 
12.34 
10.04 
8.83 
9.35 
8.79 
11.67 
11.02 
10.75 
12.92 
14.67 
17.29 
16.08 
13.91 
16.07 
15.08 
12.07 
12.94 
11.64 
5.80 
4.62 
5.02 
3.38 
6.61 
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assign (segid 3A4 and res id 212 and name CD 
a & sagn (segid 3A4 and resid 212 and name CB 
assign (segid 3A4 and cesid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
5 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A1 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
10 assign {segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
15 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (sogid 3A4 and resid 272 and name CB 
20 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
25 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
30 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
35 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
40 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
45 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
50 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
55 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
60 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
65 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
70 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
75 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 arrd resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
80 assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB 



(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 274 and name N ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and lesid 275 and name CB ) 
(segid 3A4 and resid 276 and name CA J 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 277 and name CA | 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 276 and name CB > 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA } 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and re<*id 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB > 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
I segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB } 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA } 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 



(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and xesid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A1 and resid 427 and name CA ) 
(segid 3A4 and resid 433 and name CA I 
(segid 3A4 and resid 434 and name CA ) 15.02 



7.5b 
8.02 
6.26 
10.04 
10.33 
9.67 
8.72 
10.08 
9.39 
12.98 
13.11 
14.53 
14.06 
14.59 
13.58 
16.10 
15.59 
18.58 
18.06 
17.38 
16.93 
17.56 
17.35 
17.54 
13.81 
13.34 
15.19 
16.46 
16.85 
17.89 
13.92 
13.27 
12.01 
11.87 
15.31 
16.63 
15.66 
15.85 
12.48 
11.16 
12.69 
16.34 
17.31 
17.18 
18.07 
17.44 
16.46 
15.98 
15.67 
16.82 
12.69 
12.95 
10.96 
11.80 
9.34 
7.98 
11.92 
12.92 
13.48 
13.14 
18.24 
18.09 
15.70 
14.99 
16.70 
15.58 
15.31 
14.61 
18.82 
16.60 
13.61 
11.12 
9.77 
10.29 
9.37 
12.16 
10.42 
9.86 
11.87 
13.49 
16.10 
17.06 



0.09 
0.11 
0.06 
0.06 
0.12 
0.11 
0.16 
0.32 
0.43 
0.20 
0.17 
0.12 
0.18 
0.34 
0.44 
0.49 
0.49 
0.35 
0.64 
53 
64 
55 
90 
97 
84 
,85 
0.79 
0.82 
0.73 
0.79 
0.77 
0.85 
0.62 
0.61 
0.59 
0.59 
0.56 
0.64 
0.54 
0.55 
0.54 
0.49 
0.59 
0.52 
0.42 
49 
80 
87 

se 

52 
56 
61 
0.83 
0.94 
0.89 
0.91 
0.99 
1.04 
0.83 
0.77 
0.51 
0.76 
0.65 
0.61 
0.64 
0.67 
0.56 
0.63 
0.50 
0.67 
1.59 
1.66 
1.27 
1.73 
0.89 
0.50 
1.40 
1.48 
1.64 
0.75 
1.26 
1.26 
0.70 



0.10 
0.10 
0.06 
0.06 
0.12 
0.11 
0.15 
0.32 
0.43 
21 
17 
11 
18 
35 



0.43 

0.49 

0.49 

0.36 

0.64 

0.53 

0.64 

0.55 

0.89 

0.96 

0.84 

0.85 

0.78 

0.81 

0.73 

0.78 

0.77 

0.86 

0.63 

0.60 

0.58 

0.59 

0.57 

0.63 

0.53 

0.55 

0.55 

0.49 

0.60 

0.52 

0.41 

0.49 

0.81 

0.87 

0.58 

0.52 

0.55 

0.61 

0.82 

0.95 

0.89 

0.91 

1.00 

1.04 

0.84 

0.77 

0.51 

0.76 

0.65 

0.62 

0.65 

0.67 

0.55 

0.62 

0.49 

0.66 

1.59 

1.66 

1.26 

1.73 

0.90 

0.50 

1.40 

1.48 

1.64 

0.75 

1.26 

1.26 

0.70 
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10 



15 



assign (segid 3A4 and resid 272 and name CB 
assign (segid 3A4 and resid 272 and name CB ) 
assign (segid 3A4 and resid 272 and nanus CB ) 
assign (segid 3A4 and res id 272 and name CB ) 
assign (segid 3A4 and resid 272 and name CB ) 
assign (segid 3A4 and resid 272 and name CB ) 
assign (segid 3A4 and cesid 272 and name N » 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
assign (segid 3A4 and resid 272 and name N 
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assign (segid 3A4 and resid 272 and name 
assign (segid 3A4 and resid 272 and name 
20 assign (segid 3A4 and resid 272 and name O 
assign (segid 3A4 and resid 272 and name O 
assign (segid 3A4 and resid 272 and name O 
assign (segid 3A4 and resid 272 and name O 
assign (segid 3A4 and resid 272 and name O 
25 assign (segid 3A4 and resid 272 and name O 
assign (segid 3A4 and resid 272 and name 0 
assign (segid 3A4 and resid 272 and name O 
assign (segid 3A4 and resid 272 and name 0 
assign (segid 3A4 and resid 272 and name 0 
30 assign (segid 3A4 and resid 272 and name 0 
assign (segid 3A4 and rebid 272 and name 0 
assign (segid 3A4 and resid 272 and name O 
assign (segid 3A4 and resid 272 and name 0 
assign (segid 3A4 and resid 272 and name 0 
35 assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
40 assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
45 assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
50 assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
55 assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C 
assign (segid 3A4 and resid 273 and name C . 
60 assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
65 assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
70 assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
75 assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
80 assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 



(segid 3A4 and resid 43S and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 272 and name C ) 
(segid 3A4 and resid 272 and name CA ) 
I segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 272 and name O ) 
(segid 3A4 and resid 273 and name C ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N ) 
(segid 3A4 and resid 273 and name O ) 
(segid 3A4 and resid 274 and name C ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 



) 
) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
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(segid 3A4 and resid 274 and name N J 
(segid 3A4 and resid 272 and name CB ) 
(segid 3A4 and resid 273 and name C ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name N ) 
(segid 3A4 and resid 273 and name O ) 
(segid 3A4 and resid 274 and name C ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 274 and name N ) 
(segid 3A4 and resid 274 and name O ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name N ) 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 273 and name CB ) 
(■segid 3A4 and resid 273 and name O ) 
(segid 3A4 and resid 274 and name C ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 274 and name N ) 
(segid 3A4 and resid 274 and name O ) 
(segid 3A4 and resid 275 and name C ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 275 and name N 1 
(segid 3A4 and resid 275 and name O ) 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name O ) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name N ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name N ) 
(segid 3A4 and resid 273 and name C 



tsegiu e»»ivi -— • 

(segid 3A4 and resid 273 and name CB ) 



(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 274 and name C ) 
(segid 3A4 and resid 274 and name CA ) 
I segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 274 and name N ) 
(segid 3A4 and resid 274 and name O ) 
(segid 3A4 and resid 275 and name C ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 275 and name N ) 
(segid 3A4 and resid 275 and name O ) 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name O ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name N ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 



12.97 
15.27 
14.56 
11.80 
13.04 
12.15 
2.47 
1.45 
2.45 
3.59 
4.81 
4.19 
4.98 
2.76 
5.53 
7.35 
6.11 
6.62 
5.09 
3.03 
3.95 
2.75 
3.67 
2.23 
5.06 
6.58 
5.55 
5.82 
4.14 
7.69 
7.73 
6.48 
7.51 
7.52 
2.51 
1.23 
3.05 
2.47 
3.64 
1.35 
4.02 
4.60 
4.36 
4.99 
3.13 
5.77 
5.14 
4.68 
4.47 
4.79 
3.84 
6.36 
6.49 
5.43 
5.06 
4.46 
7.54 
7.48 
6.30 
1.51 
1.54 
2.40 
4.48 
3.83 
4.73 
2.44 
5.51 
5.73 
5.48 
5.78 
4.34 
6.92 
6.22 
5.57 
5.00 
5.00 
4.85 
7.43 
6.70 
6.36 
5.69 
8.99 
8.94 



0.84 
1.57 
0.86 
0.64 
0.67 
0.88 
0.04 
0.01 
0.02 
0.05 
0.07 
0.03 
0.08 
0.03 
0.09 
0.13 
0.19 
0.28 
0.15 
0.10 
0.03 
0.02 
0.05 
0.01 
0.03 
0.08 
0.07 
0.11 
0.06 
0.10 
0.12 
0.07 
0.22 
0.14 
0.02 
0.00 
0.04 
0.02 
0.01 
0.01 
O.10 
0.07 
0.04 
0.07 
0.04 
0.10 
0.17 
0.10 



0.84 
1.57 
0.89 
0.64 
0.66 
0.87 
0.04 
O.01 
0.02 
0.04 
0.07 
0.03 
0.07 
0.03 
0.08 
0.12 
0.19 
0.29 
0.14 
0.11 
0.04 
0.02 



11 
22 
09 
,17 
.25 
.28 
0.35 
0.23 
0.18 
0.13 
0.20 
0-01 
0.02 
0.01 
0.05 
0.03 
0.03 
0.03 
0.10 
0.09 
0.O6 
0.10 
0.04 
0.11 
0.22 
0.15 
0.15 
0.24 
0.12 
0.22 
0.32 
0.40 
0.28 
0.18 
0.12 



05 
01 
03 
08 
.07 
0.10 
0.06 
0.11 
0.11 
0.07 
0.23 
0.14 
0.02 
0.O1 
0.04 
0.02 
O.01 
0.00 
0.11 
0.08 
0.03 
0.08 
0.05 
0.09 
0.17 
0.10 
O.ll 
0.22 
0.09 
0.17 
0.25 
0.28 
0.35 
0.24 
0.17 
0.12 
0.21 
0.01 
0.01 
0.02 
0.05 
0.02 
0.03 
0.03 
0.11 
0.10 
0.05 
0.10 
0.03 
0.11 
0.22 
0.15 
0.16 
0.24 
0.13 
0.22 
0.33 
0.40 
0.26 
0.18 
0.11 
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10 



15 



20 



25 



(segxd 3A4 and resid 273 and name CA ) 
(segxd 3A4 and resxd 273 and name CA ) 
(segxd 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CA ) 
( segxd 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA 
assign (segid 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resxd 273 and name CA 

: - ^ • ~, m oil ar»f4 name CA J 



assign 
assign 
assign 
assxgn 
assign 
assxgn 
assxgn 



(segid 3A4 and resxd 279 and name CA 10.36 

segid 3A4 and resxd 279 and name CB 9-85 

segid 3A4 and resid 280 and name CA U-20 

segid 3A4 and resid 280 and name CB 10.51 

segxd 3A4 and resxd 281 and name CA 12.79 

segxd 3A4 and resxd. 281 and name CB 12.32 

segxd 3A4 and resxd 282 and name CA 14.72 

segxd 3A4 and resxd 303 and name CA 18.29 

(segid 3A4 and resxd 303 and name CB 19 12 



isegia w» aw — - 

(segxd 3A4 and resid 310 and name CA ) 
(segxd 3A4 and xesid 310 and name CB I 
(segxd 3A4 and resxd 311 and name CA > 
(segid 3A4 and resid 311 and name CB > 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB > 
(segid 3A4 and resid 313 and name CA ) 

* ^ . . . . i anH name CB 1 



assign segxa » ana resxd 273 and name CA , (segxd 3A ana ^ «« = ~ 

assign (segxd 3A4 and resxd 273 and name CA segxd ^ CQ ) 14 0 3 

assign (segid 3A4 and resxd 273 and name CA segxd 3A4 ana re ^ } 14 ^ 6 

assign (segxd 3A4 and resxd 273 and name CA segxd 3A4 and «. ^ ^ , n 
assign (segxd 3A4 and resid 273 and name CA segxa ^ ^ ^ 

assxgn (segxd 3A4 and resxd 273 and name CA segx ^ ^ name ^ 

assign (segid 3A4 and resxd 273 and name CA segxd *a ^ ^ name CQ , 

assxgn (segxd 3A4 and resxd 273 and name CA segxa name ^ } 

atsign (segid 3A4 and resid 273 and name CA segid 3A4 and resid ^ ^ ^ ^ ) 
(segid 3A4 and resid 273 and name CA ) segxa w a ^ name ^ ) 

(segid 3A4 and resid 273 and name CA segxd 3A4 and res name CB ) 

(segxd 3A4 and resid 273 end name CA ) (segxd 3A4 ana res «. ^ aTlH „ ame CA 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CA ) 
(segxd 3A4 and resxd 273 and name CA ) 
(segxd 3A4 and resxd 273 and name CA ) 
(segid 3A4 and resid 273 and name CA ) 
Iseaid 3A4 and resid 273 and name CA ) 
assign {seg\d 3A4 and resid 273 and name CA > (segxa « „ — — = Cfl 

assign (segxd 3A4 and resid 273 and name CA segxa ^ ^ ^ 

assign (segxd 3A4 and resid 273 and name CA segxa ^ and ^ CB , 

30 assign (segxd 3A4 and resid 273 and name CA segxa ^ ^ Qnd name ^ , 

assxgn (segxd 3A4 and resid 273 and name CA segxd 3A4 an^ ^ ^ ^ 

assign (segxd 3A4 and resid 273 and name CA segx ^ ^ ^ ^ , 

assxgn (segxd 3A4 and resid 273 and name CA segxd 3A4 ^ ^ name 

assign (segid 3A4 and resid 273 and name CA seg ^ name ^ , 

assign (segid 3A4 and resid 273 and name CA segxd 3A4 ^ ^ ^ ^ , 

assxgn (segxd 3A4 and resid 273 and name CA (segxa ji» _ ^ ^ _ H name CB 

assign (segxd 3A4 and resid 273 and name CA 
assign (segid 3A4 and resxd 273 and name CA 
assign (segid 3A4 and resid 273 and name CA > 
assxgn segxd 3A4 and resxd 273 and name CA 
assign (segid 3A4 and resxd 273 and name CA 
assign (segxd 3A4 and resid 273 and name CA 
assign (segxd 3A4 and resid 273 and name CA 
assign (segid 3A4 and resid 273 and name CA 
(segid 3A4 and resid 273 and name CA 
(segid 3A4 and resid 273 and name CA 
(segid 3A4 and resid 273 and name CA ) 

* ^ . .» i om name* f"A 



assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assign 
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assign 
assxgn 
assxgn 
assign 
assign 
assxgn 
assxgn 



( seqxa JJWi ana rcaxu — . > — 

(segxd 3A4 and resid 357 and name CB 
(segxd 3A4 and resid 359 and name CA 
(segxd 3A4 and resxd 359 and name CB > 
(segxd 3A4 and resxd 360 and name CA 
(segxd 3A4 and resid 360 and name CB J 
(segxd 3A4 and resid 361 and name CA ) 
(segid 3A4 and resxd 361 and name CB 
segxd 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segxd 3A4 and resxd 363 and name CA ) 
selxd 3A4 and resxd 363 and name CB 



(seiid 3A4 and resid 273 and name CA segxa *w a»u naBe CA ) 

(selxd 3A4 end resid 273 and name CA segid 3A4 and res ^ ^ ^ , 

(selid 3A4 and resid 273 and name CA segid 3A4 and res ^ ^ f 

(segid 3A4 and reaid 273 and name CA segid 3A4 ana ^ ^ ^ CB 

assign (segid 3A4 and resid 273 and name CA segid regid m anQ name , 

assign (segid 3A4 and resid 273 and name CA segid 



assxgn tsegxa c»ji« • — - 

assxgn (segxd 3A4 and resid 273 and name CA 
assign (segxd 3A4 and resxd 273 and name CA ) 
55 assxgn (segid 3A4 and resid 273 and name CA J 
assign (segxd 3A4 and resid 273 and name CA ) 
assxgn (segxd 3A4 and resid 273 and name CA ) 
assxgn (segxd 3A4 and resid 273 and name CA ) 
assign (segid 3A4 and resid 273 and name CA ) 
60 assxgn (segxd 3A4 and resid 273 and name CA ) 
assxgn (segxd 3A4 and resid 273 and name CA 
assign (segxd 3A4 and resid 273 and name CA ) 
assxgn (segxd 3A4 and resid 273 and name CA ) 
assxgn (segxd 3A4 and resid 273 and name CA > 
65 assxgn (segxd 3A4 and resid 273 and name CA 
assxgn (segxd 3A4 and resid 273 and name CA 
assxgn (segxd 3A4 and resid 273 and name CA ) 
assign (segxd 3A4 and resxd 273 and name CA ) 
assign (segxd 3A4 and resid 273 and name CA ) 
70 assign (segxd 3A4 and resid 273 and name CA ) 
assxgn (segxd 3A4 and resxd 273 and name CA ) 
assxgn (segxd 3A4 and resid 273 and name CA ) 
assxgn (segxd 3A4 and resxd 273 and name CA > 
assxgn (segxd 3A4 and resxd 273 and name CA > 
75 assxgn (segid 3A4 and resid 273 and name CA 
assign (segid 3A4 and resid 273 and name CA ) 

. . ^. . i on 9 nX name CA 



15.30 
16.95 
15.17 
15.02 
11.94 
11.29 
14.31 
15.58 
15.99 
16.74 
13.08 
12.03 
12.21 
12.06 
15.92 
17.05 
16.08 
15.88 
13.47 
11.97 
14.64 
18.16 
18.93 
18.64 
18.36 
15.81 
15.01 
15.71 
17.09 
13.41 
13.96 
10.54 
10.91 
8.46 
7.36 
9.62 
10.58 
10.87 
10.31 
18.15 
18.08 
19.00 
18.25 
18.12 
14.85 
14.07 
16.56 
18.44 



aeqia jms emu „ . 

segxd 3A4 and resid 402 and name CA ) 
segid 3A4 and resid 402 and name CB 
segid 3A4 and resid 404 and name CA 
segid 3A4 and resxd 404 and name CB 
(segid 3A4 and resxd 405 and name CA 
segid 3A4 and resxd 405 and name CB 
segid 3A4 and resxd 406 and name CA 
segxd 3A4 and resxd 407 and name CA 
segid 3A4 and resxd 408 and name CA 15.97 
segid 3A4 and resxd 408 and name CB 15.14 
segxd 3A4 and resxd 409 and name CA 
segid 3A4 and resxd 409 and name CB 
segid 3A4 and resxd 410 and name CA 
segid 3A4 and resid 411 and name CA 18.20 
segxd 3A4 and resxd 411 and name CB 18.90 
segxd 3A4 and resxd 412 and name CA 
segxd 3A4 and resxd 413 and name CA 
segxd 3A4 and resid 414 and name CA 
Uegid 3A4 and resid 415 and name CA ) 
segid 3A4 and resid 415 and name CB 
(segid 3A4 and resid 416 and name CA 
segid 3A4 and resid 417 and name CA 
(segid 3A4 and resid 423 and name CA 
|Uid 3A4 and resxd 424 and name CA 



assxgn (segxd 3A4 and resxd 273 and name CA segxa «™ ^ CA ) 

assxgn (segxd 3A4 and resid 273 and name CA segxd 3A4 ana resx n ame CA ) 

assign (segid 3A4 and resxd 273 and name CA segid 3A4 and r aa mo CA ) 

assxgn (segid 3A4 and resxd 273 and name CA segxd 3A4 and res ^ ^ ) 

80 assxgn (segid 3A4 and resxd 273 and name CA segid 3A4 and ^ ^ ^ ^ 

assign (segid 3A4 end resxd 273 and name CA ) segia ^ ^ n&mQ ^ , 

assign (segid 3A4 and resid 273 and name CA segid 3A4 and res ^ ^ CA ) 

assign (segid 3A4 and resid 273 and name CA ) (segid 3A4 ana re 



0.20 
0.30 
0.22 
0.28 
0.33 
0.35 
0.23 
0.26 
0.32 
0.46 
0.36 
0.48 
0.45 
0.54 
0.68 
0.77 
0.58 
0.58 
0.52 
0.55 
0.48 
0.56 
0.50 
0.58 
0.37 
0.40 
0.38 
0.37 
0.37 
0.44 
0.46 
0.46 
0.51 
0.39 
0.46 
0.54 
0.51 
0.68 
0.71 
0.50 
0.49 
0.50 
0.56 
0.61 
0.77 
0.60 
0.59 
0.84 
0.89 
0.71 
0.66 
0.48 
0.37 
0.32 
0.74 
0.83 
0.61 
0.51 
0.68 
0.60 
0.57 
0.61 
0.51 
0.50 
0.48 
0.65 
0.58 
0.89 
1.46 
1.37 
0.74 
0.94 
0.98 
0.48 
1.41 
1.49 
1.62 
0.71 
0.54 
0.66 
0.76 
0.55 
0.60 



13.68 
12.73 
16.81 



15.54 
12.61 
11.27 
10.92 
11.41 
11.77 
14.74 
14.72 
14.30 
16.26 
17.76 
18.17 
16.76 
18.44 
15.36 
16.18 



0.21 
0.29 
0.23 
0.29 
0.33 
0.35 
0.23 
0.26 
0.32 
0.45 
0.36 
0.48 
0.45 
0.53 
0.68 
0.77 
0.57 
0.59 
0.53 
0.55 
0.49 
0.56 
0.51 
0.57 
0.37 
0.40 
0.38 
0.37 
0.38 
0.44 
0.46 
0.47 
0.51 
0.39 
0.46 
0.55 
0.52 
0.67 
0.70 
0.50 
0.49 
0-51 
0.57 
0.62 
0.77 
0.60 
0.59 
0.84 
0.90 
0.70 
0.67 
0.49 
0.38 
0.33 
0.75 
0.83 
0.61 
0.51 
0.67 
0.60 
0-5B 
0.61 
0.52 
0.50 
0.48 
0.65 
0.58 
0.89 
1.45 
1.37 
0.75 
0.95 
0.97 
0.48 
1.42 
1.49 
1.63 
0.71 
0.55 
0.66 
0.76 
0.55 
0.59 
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assign (segid 3a 4 and res id 273 and name CA 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB 



(segid 3A4 and lesid 440 and name CA > 14.37 
(segid 3A4 and resid 274 and name C ) 5.27 
(segid 3A4 and resid 274 and name CA ) 4.96 
(segid 3A4 and resid 274 and name CB ) 6.04 
(segid 3A4 and resid 274 and name N ) 3.73 
(segid 3A4 and resid 274 and name O ) 6.19 
(segid 3A4 and resid 275 and name C ) 5.71 
(segid 3A4 and resid 275 and name CA ) 5.75 
(segid 3A4 and resid 275 and name CB ) 5.88 
(segid 3A4 and lesid 275 and name N ) 4.91 
(segid 3A4 and resid 275 and name O J 6.84 
(segid 3A4 and resid 276 and name C ) 5.95 
(segid 3A4 and resid 276 and name CA ) 5.08 
(segid 3A4 and resid 276 and name CB ) 4.19 
(segid 3A4 and resid 276 and name CG2) 3.92 
(segid 3A4 and resid 276 and name N ) 4.64 
(segid 3A4 and resid 276 and name O ) 7.07 
(segid 3A4 and resid 277 and name CA ) 6.87 
(segid 3A4 and resid 277 and name CB ) 6.83 
(segid 3A4 and iesid 277 and name N ) 5.70 
(segid 3A4 and resid 278 and name CA ) 9.32 
(segid 3A4 and resid 278 and name CB ) 9.37 
(segid 3A4 and resid 279 and name CA ) 10.13 
(3egid 3A4 and resid 279 and name CB ) 9.43 
(segid 3A4 and resid 280 and name CA J 10.88 
(segid 3A4 and resid 280 and name CB ) 10.16 
(segid 3A4 and resid 281 and name CA ) 12.90 
(segid 3A4 and resid 281 and name CB ) 12.60 
(segid 3A4 and resid 282 and name CA ) 14.74 
(segid 3A4 and resid 303 and name CA ) 17.52 
(segid 3A4 and resid 303 and name CB ) 16.33 
(segid 3A4 and resid 304 and name CA ) 14.09 
(segid 3A4 and resid 304 and name CB ) 13.21 
(segid 3A4 and resid 305 and name CA ) 13.77 
(segid 3A4 and resid 305 and name CB ) 14.63 
(segid 3A4 and resid 306 and name CA ) 15.93 
(segid 3A4 and resid 307 and name CA ) 13.96 
(segid 3A4 and resid 307 and name CB ) 13.81 
(segid 3A4 and resid 308 and name CA ) 10.80 
(segid 3A4 and resid 308 and name CB ) 10.30 
(segid 3A4 and resid 309 and name CA ) 13.25 
(segid 3A4 and resid 309 and name CB ) 14.58 
(segid 3A4 and resid 310 and name CA ) 14.70 
(segid 3A4 and resid 310 and name CB ) 15.41 
(segid 3A4 and resid 311 and name CA ) 11.68 
(segid 3A4 and resid 311 and name CB ) 10.60 
(segid 3A4 and resid 312 and name CA > 11.01 
(segid 3A4 and resid 312 and name CB ) 10.98 
(segid 3A4 and resid 313 and name CA ) 14.72 
(segid 3A4 and resid 313 and name CB ) 15.84 
(segid 3A4 and resid 314 and name CA ) 14.71 
(segid 3A4 and resid 314 and name CB ) 14.45 
(segid 3A4 and resid 315 and name CA ) 12.17 
(segid 3A4 and resid 315 and name CB } 10.67 
(segid 3A4 and resid 316 and name CA ) 13.58 
(segid 3A4 and resid 317 and name CA ) 17.04 
(segid 3A4 and resid 318 and name CA ) 18.75 
(segid 3A4 and resid 318 and name CB ) 18.59 
(segid 3A4 and resid 351 and name CA ) 18.43 
(segid 3A4 and resid 352 and name CA ) 17,58 
(segid 3A4 and resid 352 and name CB ) 17.35 
(segid 3A4 and resid 357 and name CA ) 17.82 
(segid 3A4 and resid 357 and name CB ) 16.87 
(segid 3A4 and resid 356 and name CA ) 17.30 
(segid 3A4 and resid 358 and name CB ) 17.62 
(segid 3A4 and resid 359 and name CA ) 14-51 
(segid 3A4 and resid 359 and name CB ) 13.74 
(segid 3A4 and resid 360 and name CA > 14.33 
(segid 3A4 and resid 360 and name CB ) 15.72 
(segid 3A4 and resid 361 and name CA ) 12.21 
(segid 3A4 and resid 361 and name CB ) 12.85 
(segid 3A4 and resid 362 and name CA ) 9.25 
(segid 3A4 and resid 362 and name CB ) 9.63 
(segid 3A4 and resid 363 and name CA J 5.99 
(segid 3A4 and resid 363 and name CB ) 5.94 
(segid 3A4 and resid 363 and name CG ) 5. 91 
(segid 3A4 and resid 363 and name O ) 5.95 
(segid 3A4 and resid 364 and name CA ) 8.14 
(segid 3A4 and resid 364 and name CB j 9.14 
(segid 3A4 and resid 365 and name CA ) 9.51 
(segid 3A4 and resid 365 and name CB ) 9. 07 
(segid 3A4 and resid 401 and name CA ) 17.51 
(segid 3A4 and resid 402 and name CA ) 17.43 



0.78 

0.04 

0.03 

0.02 

0.01 

0.10 

0.11 

0.08 

0.12 

0.07 

0.11 

0.25 

0.18 

0.20 

0.25 

0.13 

0.26 

0.34 

0.40 

0.30 

0.18 

0.12 

0.23 

0.32 

0.24 

0.31 

0.32 

0.34 

0.21 

0.33 

0.41 

0-49 

0.36 

0.49 

0.45 

0.55 

0.70 

0.79 

0-57 

0.59 



,53 
.55 
.49 
.56 
.50 
57 
0.38 
0.44 
0.39 
0.38 
0.37 
0.42 
0.45 
0.46 
0.52 
0.40 
0.40 
0-35 
0.42 
0.44 
0.S2 
0.58 
0.49 
0.65 
0.79 
0.62 
0.67 
0.45 
0.44 
0.47 
0.52 
0.56 
0.73 
0.57 
0.55 
0.59 
0.77 
0-85 
0.91 
0.71 
0.66 
0.52 
0.39 



0.77 

0.03 

0.03 

0.01 

0.01 

0.11 

0.11 

0.08 

0.12 

0.07 

0.12 

0.24 

0.18 

0.20 

0.24 

0.13 

0.26 

0.34 

0.40 

0.31 

0.18 

0.11 

0.22 

0.32 

0.24 

0.30 

0.32 

0-33 

0.20 

0.32 

0.41 

0.48 

0.37 

0.50 

0.4S 

0.55 

0.69 

0.79 

0.58 

0.59 

0.52 

0.54 

0.48 

0.56 

0.50 

0.57 

0.38 

0.44 

0.38 

0.38 

0.37 

0.43 

0.45 

0.46 

0.52 

0.41 

0.41 

0.34 

0.42 

0.43 

0.52 

0.57 

0.49 

0.65 

0.79 

0.62 

0.66 

0.46 

0.45 

0.46 

0.52 

0.57 

0.73 

0.57 

0.54 

0.59 

0.77 

0.86 

0.91 

0.72 

0.67 

0.51 

0.39 
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assign (segid 3A4 and resid 2,3 and name CB , Uegid 3A4 and reaxd 402 and name « > 

assign (segid 3A1 and re^id 213 and name CB segid 3* gn<j name ^ , 

assign (segid 3A4 and resid 213 and name CB segid JA« ^ ^ „ , 

assign (segid 3A4 and resid 273 and name CB segid 3A nama CB > 



10 



assign segid 3A4 and resid 273 and name CB , 

assign segid 3A4 and resid 273 and name CB 

as«gn segid 3A4 and resid 273 and name CB 

assign (segid 3A4 and resid 273 and name CB 

assiln (segid 3A4 and resid 273 and name CB ) 
as"'" segid 3A4 and resid 273 and name CB 

assign (segid 3A4 and resid 2 3 and name CB , 



l&egiu ojiu - — 

(segid 3A4 and re3id 405 and name CB } 
(segid 3A4 and resid 406 and name CA J 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 



15 



20 



25 



assign 
assign 
assign 
assign 



30 



35 



assign (segid 3A4 and resid 273 and name -J — - and name CA ) 

assign (segxd 3A4 and resid 273 and name CB segid m ^ ^ ^ ) 

assign (segid 3A4 and resid 273 and name CB segid 3A4 ana ^ name CA ) 

assign (segid 3A4 and resid 273 and name CB segid 3A4 ana ^ ^ ^ ^ 

assign (segid 3A4 and resid 273 and name CB segid 3A4 ana ^ ^ } 

(segid 3A4 and resid 273 and name CB segid 3A4 ana ^ ^ J 

(segid 3A4 and resid 273 and name CB segid 3M a name CA ) 

(segid 3A4 and resid 273 and name CB ) isegia j«» , ..^ »-tv t 

assign (segid 3A4 and resid 273 and name CB > 
assign (segid 3A4 and resid 273 and name CB 
assign (segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name CB ) 
fsegid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name CB ) 
(segid 3A4 and resid 273 and name CB ) 
and resid 273 and name CB ) 
and resid 273 and name CB ) 
and resid 273 and name N ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



40 



45 



50 



55 



60 



65 



70 



75 



and resid 273 and name N 
and resid 273 and name N 
and resid 273 and name N 
, aBS)4 „ . .V-, and resid 273 and name N 
(segid 3A4 and resid 273 and name N 
assxan (segid 3A4 and resid 273 and name N 
assign segid 3A4 and resid 273 and name N 
assign (segid 3A4 and resid 273 and name N 
assign (segid 3A4 and resid 273 and name N 
assign (selid 3A4 and resid 273 and name N 
assign (segid 3A4 and resid 273 and name N 
assign (segid 3A4 and resid 273 and name N 
(segid 3A4 and resid 273 and name N 
(segid 3A4 and resid 273 and name N 
(segid 3A4 and resid 273 and name N 
(segid 3A4 and resid 273 and name N 
assian (segid 3A4 and resid 273 and name N 
assign segid 3A4 and resid 273 and name N 
assign (segid 3A4 and resid 273 and name N 
(segid 3A4 and resid 273 and name M 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name O 
" (segid 3A4 and resid 273 and name O 
(s,eg id 3A4 and resid 273 and name 0 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name 0 
(segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name O 
(segid 3A4 and resid 273 and name 0 
assign (segid 3A4 and resid 273 and name 0 
assign (segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name O 
assign (segid 3A4 and resid 273 and name 0 
(segid 3A4 and res, id 274 and name C 
(segid 3A4 and resid 274 and name C 
(segid 3A4 and resid 274 and name C 
(segid 3A4 and resid 274 and name C 
(segid 3A4 and resid 274 and name C 
(segid 3A4 and resid 274 and name C 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 



and resid 417 and name CA ) 
and resid 423 and name CA ) 
and resid 424 and name CA ) 
and resid 425 and name CA ) 
and resid 426 and name CA ) 
13eyiU ^, and resid 434 and name CA > 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
I segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 4 40 and name CA ) 
(segid 3A4 and resid 273 and name C ) 
(segid 3A4 and resid 273 and name CA ) 
(segid 3A4 and resid 273 and name CB 
(segid 3A4 and resid 273 and name O ) 
(segid 3A4 and resid 274 and name C ) 
(segid 3A4 and resid 274 and name CA ) 
[segid 3A4 and resid 274 and name CB > 
(segid 3A4 and resid 274 and name N ) 
(soqid 3A4 and resid 274 and name O ) 
(segid 3A4 and resid 275 and name C 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB 
(segid 3A4 and resid 275 and name N ) 
(segid 3A4 and resid 27 6 and name C 
(segid 3A4 and resid 27 6 and name CA ) 
(segid 3A4 and resid 276 and name CB 
(segid 3A4 and resid 276 and name CG2 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 277 and name CA 
- and resid 277 and name CB } 
and resid 277 and name N ) 
and resid 273 and name CB ) 
and resid 274 and name C ) 
< seg xu ^- and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CB 
(segid 3A4 and resid 274 and name N ) 
(segid 3A4 and resid 274 and name O ) 
(segid 3A4 and resid 275 and name C J 
segid 3A4 and resid 275 and name CA 
(segid 3A4 and resid 275 and name CB 
(segid 3A4 and resid 275 and name N ) 
) (segid 3A4 and resid 275 and name O ) 
(segid 3A4 and resid 276 and name C 
(segid 3A4 and resid 276 and name CA 
1 (segid 3A4 and resid 276 and name CB ) 
segid 3A4 and resid 276 and name CG2 
) (segid 3A4 and resid 276 and name N 
(segid 3A4 and resid 276 and name O 
segid 3A4 and resid 277 and name C ) 
segid 3A4 and resid 277 and name CA 
5 (segid 3A4 and resid 277 and name CB ) 
i (segid 3A4 and resid 277 and name N ) 
(segid 3A4 and resid 277 and name O 
segid 3A4 and resid 278 and name C 
) (segid 3A4 and resid 278 and name CA 
segid 3A4 and resid 278 and name CB 
segid 3A4 and resid 278 and name N 
5 {segid 3A4 and resid 279 and name M ) 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 274 and name O ) 
(segid 3A4 and resid 275 and name C 
5 (segid 3A4 and resid 275 and name CA ) 
5 (segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 275 and name N ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



18.28 
18.01 
17.84 
14.58 
13.67 
16.34 
18.46 
16.20 
15.33 
13.98 
12.93 
17.14 
16.28 
13.67 
12.30 
12.08 
12.62 
12.86 
15.91 
15.31 
14.61 
16.33 
17.60 
18.02 
16.57 
18.73 
15.80 
16.93 
15.27 
2.43 
1.45 
2.44 
3.30 
5.37 
4.40 
5.18 
3.07 
6.32 
6.94 
6.73 
7.16 
5.50 
7.03 
6.59 
5.91 
6.07 
6.02 
7.14 
6.57 
6.34 
2.75 
2.85 
2.79 
4.21 
2.24 
3.57 
3.79 
3.92 
4.72 
2.96 
4.88 
3.93 
3.52 
3.37 
3.92 
2.85 
5.16 
5.52 
4.43 
4.32 
3.34 
6.68 
7.50 
6.70 
6.79 
5.41 
7.05 
2.53 
1.24 
3.03 
2.43 
3.70 
1.33 



0.33 
0.76 
0.85 
0.63 
0.54 
0.65 
0.57 
0.56 
0.61 
0.50 
0.47 
0.46 
0.85 
1.41 
1.30 
0.76 
1.03 
0.94 
0.44 
1.47 
1.61 
1.75 
0.76 
0.50 
0.63 
0.71 
0.53 
0.61 
0.78 
0.01 
0.01 
0.01 
0.04 
0.04 
0.03 
0.06 
0.03 
0.10 
0.08 
0.05 
0.09 
0.04 
0.21 
0.13 
0.14 
0.25 
0.10 
0.34 
0.43 
0.27 
0.05 
0.06 
0.05 
0.03 
0.02 
0.15 
0.09 
0.07 
0.09 
0.09 
0.11 
0.18 
0.10 
0.11 
0.23 
0.09 
0.19 
0.28 
0.31 
0.36 
0.27 
0.28 
0.21 
0.22 
0.16 
0.24 
0.20 
0.02 
0.02 
0.04 
0.02 
0.04 
0.00 



0.33 
0.76 
0.85 
0.62 
0.55 
0.65 
0.58 
0.56 
0.62 
0.50 
0.47 
0.45 
0.85 
1.41 
1.30 
0.77 
1.03 
0.94 
0.43 
1.48 
1.61 
1.76 
0.76 
0.50 
0.64 
0.72 
0.54 
0.60 
0.79 
0.01 
0.01 
0.01 
0.04 
0.05 
0.04 
0.05 
0.02 
0.10 
0.09 
0.05 
0.10 
0.03 
0.21 
0.14 
0.14 
0.24 
0.11 
0.34 
0.42 
0.27 
0.05 
0.07 
0.04 
0.03 
0.02 
0.15 
0.08 
0.07 
0.08 
0.09 
0.11 
0.19 
0.10 
0.11 
0.24 
0.09 
0.19 
0.29 
0.31 
0.37 
0.27 
0.29 
0.21 
0.22 
0 
0 
0 
0 
0 
0 



17 
23 
20 
.02 
,01 
.05 
0.02 
0.04 
0.01 
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assxgn (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
5 assign (segid 3A4 and resid 274 and name C 
assign 'segid 3A4 and resid 274 and name C 
assign {segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
10 assign (segid 3A4 and resid 214 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name c 
15 assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
20 assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name C 
assign (segid 3A4 and resid 274 and name CA 



) (segid 3A4 and resid 275 and name O ) 
) (segid 3A4 and resid 276 and name C ) 
) (segid 3A4 and resid 2J6 and name CA ) 
) (segid 3A4 and resid 276 and name CB ) 
j ( 3e gid 3A4 and resid 276 and name CG2) 
) (segid 3A4 and resid 276 and name H ) 
) (segid 3A4 and resid 276 and name 0 ) 
) (segid 3A4 and resid 277 and name C ) 
) (segid 3A4 and resid 277 and name CA ) 
) (segid 3A4 and resid 277 and name CB ) 
) (segid 3A4 and resid 277 and namo N ) 
) (segid 3A4 and resid 277 and name O ) 
) (segid 3A4 and resid 278 and name C ) 
) (segid 3A4 and resid 278 and name CA ) 
) (segid 3A4 and resid 278 and name CB ) 
) (segid 3A4 and resid 278 and name N ) 
i (segid 3A4 and resid 278 and name O ) 
) (segid 3A4 and resid 279 and name CA ) 
) (segid 3A4 and resid 279 and name CB ) 
) (segid 3A4 and resid 279 and name N ) 
) (segid 3A4 and resid 280 and name N ) 
I (segid 3A4 and resid 274 and name C ) 
(segid 3A4 and resid 274 and name CB ) 



25 



30 



35 



40 



45 



50 



assign isegxu ««v» — - — 

assign (segid 3A4 and resid 274 and name CA ,a^x» -» ----- — ^ Q ) 

assign (segid 3A4 and resid 274 and name CA segid 3M ana ^ ^ c } 

assign (segxd 3A4 and resid 274 and name CA ) segid w ^ name ^ , 

assign (segid 3A4 and resid 274 and name CA segid 3A4 a ^ ^ cB ) 

assign (segid 3A4 and resid 274 and name CA > segia |A ^ ^ „ , 

assign (segid 3A4 and resid 274 and name CA segid 3M an nane Q ) 

assign (segid 3A4 and resid 274 and name CA ) segid 3A4 ana ^ q ) 

assign (segid 3A4 and resid 274 and name CA segid 3A4 an ^ ^ ^ ) 

assign (segid 3A4 and resid 274 and name CA ) segid 3M ana ^ cb } 

SE£ U e egid 52 3 retia S3 3 S= S KS ~ - 2! =2 = ™! 

(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 

assign (segid 3A4 and resid 274 and name CA — = ;~ i?7 and name N , 

assign (segid 3A4 and resid 274 and name CA segid 3A4 ana q 

assign (segid 3A4 and resid 274 and name CA segid 3A4 and e naiD e c ) 

assign (segid 3A4 and resid 274 and name CA segid 3A4 ana naae CA ) 

assign (segid 3A4 and resid 274 and name CA segid 3A4 ana ^ CB , 

assign (segid 3A4 and resid 274 and name CA segid 3A4 an ^ ^ ) 

assign (segid 3A4 and resid 274 and name CA segid 3A4 ana ^ ^ } 

assign (segid 3A4 and resid 274 and name CA segid 3A4 o ^ ^ cb ) 

assign (segid 3A4 and resid 274 and name CA segid 3A4 an ^ r } 

JSS3 35 S SSS »= | gg £; - sa » - - S ! 

255 « S3 K 2 ? 74 S = I '.segid 3A4 and resid 281 and name CA , 



assign 
assign 
assign 
assign 



isegiu Jtv* oiiw - - ----- - 

(segid 3A4 and resid 276 and name N J 
(segid 3A4 and resid 276 and name O ) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA > 
(segid 3A4 and resid 277 and name CB ) 



55 



assign (segid 3A4 and resid 274 and name CA 
assign (segid 3A4 and resid 274 and name CA 
assign (segid 3A4 and resid 274 and name CA 
assign (segid 3A4 and resid 274 and name CA 
assign (segid 3A4 and resid 274 and name CA 
(segid 3A4 and resid 274 and name CA 
(segid 3A4 and resid 274 and name CA 



assign 
assign 
assign 



assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
60 assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
65 assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA > 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4. and resid 274 and name CA ) 
70 assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA > 
75 assign (segid 3A4 and resid 274 and name CA 
assign (segid 3A4 and resid 274 and name CA 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
80 assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 



) (segid 3A4 and resid 281 and name CB ) 
) (segid 3A4 and resid 282 and name CA > 
) (segid 3A4 and resid 303 and name CA ) 
) (segid 3A4 and resid 303 and name CB ) 
) (segid 3A4 and resid 304 and name CA ) 
) (segid 3A4 and resid 304 and name CB > 
) (segid 3A4 and resid 305 and name CA J 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB > 
(segid 3A4 and resid 309 and name CA > 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB J 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB > 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB J 
(sogid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 359 and name CB 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 361 and name CA 
(segid 3A4 and resid 361 and name CB ) 



3.95 
1.49 
4.40 
5.16 
5.76 
3.20 
5.56 
4.89 
4.50 
4.25 
3.77 
6.10 
6.18 
5.08 
4.68 
4.17 
7.34 
7.32 
7.28 
6.05 
7.86 
1.51 
1.52 
2.39 
4.42 
3.80 
4.87 
2.44 
5.40 
5.40 
5.37 
5.80 
6.40 
4.29 
6.52 
5.66 
5.01 
4.34 
4.46 
6.84 
7.39 
6.18 
5.90 
5.17 
8.65 
8.64 
7.35 
9.88 
9.48 
10.46 
9.66 
12-26 
17.75 
18.53 
14.76 
13.66 
14.52 
15.03 
17.54 
16.21 
15.92 
13.11 
12.12 
15.72 
16.77 
17.88 
18.54 
15.44 
14.29 
14.67 
14.26 
18.46 
19.42 
19.01 
18.76 
16.75 
15.25 
17.81 
18.02 
19.10 
17.04 
17.63 
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(segid 3A4 and resid 362 and name CA ) 13.94 



0.08 
0.06 
0.06 
0.11 
0.18 
0.04 
0.08 
0.10 
0.08 
0.08 
0.05 
0.09 
0.07 
0.10 
0.09 
0.10 
0.07 
0.08 
0.14 
0.08 
0.07 
0.01 
0.01 
0.01 
0.04 
0.01 
0.03 
0.02 
0.07 
0.08 
0.09 
0.18 
0.23 
0.06 
0.10 
0.11 
0.08 
0.11 
0.08 
0.12 
0.07 
0.10 
0.10 
0.10 
0-07 
0.16 
0.06 
0.13 
0.24 
0.15 
0.17 
0.16 
0.25 
0.22 
0.42 
0.37 
0.57 
0.54 
0.60 
0.65 
0.73 
0.56 
0.60 
0.61 
0.65 
0.53 
0.59 
0.46 
0.49 
0.42 
0.44 
0.43 
0.43 
0.35 
0.38 
0.48 
0.49 
0.58 
0.60 
0.41 
0.49 
0.56 
0.53 



0.07 
0.06 
0.06 
0.11 
0.17 
0.05 
0.09 
0.09 
0.07 
0.07 
0.05 
0.10 
0.07 
0.09 
0.09 
0-10 
0.07 
0.09 
0.15 
0.07 
0.07 
0.02 
0.02 
0.01 
0.04 
0.01 
0-03 
0.03 
0.07 
0.08 
0.10 
0.17 
0.23 
0.06 
0.10 
0.11 
0.09 
0.11 
0.07 
0.13 
0.08 
0.10 
0.09 
0-10 
0.08 
0.15 
0.07 
0.13 
0.24 
0.16 
0.17 
0.16 
0.25 
0.21 
0.42 
0.37 
0.56 
0.54 
0.59 
0.65 
0.73 
0.56 
0.59 
0.61 
0.66 
0.54 
0.59 
0.46 
0.50 
0.42 
0.43 
0.44 
0.43 
0.36 
0.38 
0.48 
0.50 
0.57 
0.59 
0.42 
0-49 
0.57 
0.52 
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assign Isegid 3A4 and res id 274 and name CA ) 
assign Isegid 3A4 and res id 274 and name CA > 
assign {segid 3A4 and res id 274 and name CA ) 
assign Isegid 3A4 and resid 274 and name CA ) 
(segid 3A4 and res id 274 and name CA ) 
isegid 3A4 and lesid 274 and name CA ) 
Isegid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA > 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CA ) 
(segid 3A4 and resid 274 and name CA ) 
a^xyn (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and lesid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CA ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
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assign (segid 3A4 and resid 274 and name CB 

assign (segid 3A4 and resid 274 and name CB 

assign (segid 3A4 and resid 274 and name CB 



assign (seqid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB * 



assign (segid 3A4 and resid 274 and name CB J 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign t segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and rosid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB > 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB > 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 271 and name CB ) 
assign (segid 3A4 and resid 774 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 
assign (segid 3A4 and resid 274 and name CB ) 



(segid 3A4 and resid 3e»2 and name CB 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 404 and name CA 
(segid 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB J 
(segid 3A4 and resid 408 and name CA > 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and res id 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(seqid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA } 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA } 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA > 
(segid 3A4 and resid 275 and name C ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 275 and name N ) 
(segid 3A4 and resid 275 and name O ) 
(segid 3A4 and resid 276 and name C } 
(segid 3A4 and lesid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and 'resid 277 and name C ) 
(segid 3A4 and xesid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
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(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
Isegid 3A4 and reaid 282 and name CA ) 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and re3id 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 311 and name CA 16.87 
(segid 3A4 and resid 311 and name CB 15.72 
(segid 3A4 and resid 312 and name CA ) 16.05 
isegid 3A4 and resid 312 and name CB ) 15.64 
(segid 3A4 and resid 315 and name CA ) 17.95 
(segid 3A4 and resid 315 and name CB ) 16.46 
(seoid 3A4 and resid 359 and name CB ) 18.85 
(segid 3A4 and r«jsid 361 and name CA ) 17.91 
(segid 3A4 and resid 362 and name CA ) 14.84 
(SAgid 3A4 and rosid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 



14.11 
11.67 
10.66 
11.97 
12.94 
12.42 
11.50 
18.90 
18.30 
19.24 
18.05 
18.18 
14.56 
14.05 
15.59 
17.15 
18.47 
14.73 
14.20 
11.88 
11.04 
14.56 
15.92 
16.84 
13.20 
10.04 
9.66 
9.96 
10.32 
11.71 
14.57 
16.63 
16.58 
16.61 
16.65 
14.10 
5.49 
4.55 
5.45 
3.26 
6 
6 
6 
7 
5 
6 



40 
80 
76 
25 
.58 
,75 
6.27 
5.46 
5.84 
6.93 
6.41 
6.13 
9.69 
9.76 
11.10 
10.78 
11.34 
10.39 
13.02 
19.06 
16.13 
14.99 
15.92 
16.40 
17.69 
17.38 
14.60 
13.60 
17.18 
18.23 



0.65 
0.43 
0.42 
0.65 
0.71 
0.61 
0.62 
0.45 
0.35 
0.33 
0.57 
0.67 
0.45 
0.36 
0.63 
0.49 
0.42 
0.42 
0.40 
0.43 
0.41 
0.48 
0.75 
0.68 
1.00 
1.25 
1.14 
0.91 
0.90 
1.28 
0.75 
1.25 
1.32 
0.59 
0-57 
0.65 
0-07 
0.11 
0.17 
0.14 
0.08 
0.11 
0.08 
0.15 
0.05 
0.17 
0.15 
0.19 
0.12 
0.12 
0.10 
0.12 
0.10 
0.16 



0.65 
0.43 
0.42 
0.65 
0.70 
0.60 
0.62 
0.44 
0.35 
0.32 
0.56 
0.66 
0.45 
0.35 
0.63 
0.49 
0.42 



17 
30 
.14 
.12 
.14 
.27 
0.40 
0.34 
59 



14.97 
12.81 
11.82 
13.21 



58 
63 
70 
,56 
.60 
.64 
0.70 
0.45 
0.48 
0.44 
0.45 
0.48 
0.48 
0.65 
0.60 
0.60 
0.70 
0.46 
0.47 
0.62 



42 
40 
.43 
.41 
.48 
.76 
.69 
.99 
1.24 
1.14 
0.90 
0.91 
1.28 
0.75 
1.25 
1.32 
0.58 
0.57 
0.64 
0.06 
0.11 
0.18 
0.13 
0.09 
0.11 
0.08 
0.14 
0.04 
0.17 
0.16 
0.19 
0.13 
0.12 
0.10 
0.13 
0.09 
0.15 
0.18 
0.29 
0.13 
0.12 
0.15 
0.26 
0.40 
0.35 
0.59 
0.58 



64 
0.70 
0.56 
0.61 
0.65 
0.70 
0.45 
0.48 
0.43 
0.45 
0.48 
0.48 
0.65 
0.60 
0.60 
0.70 
0.47 
0.46 
0.61 
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assign (segid 3A4 and resid 274 and name CB 
a -s sign (segid 3A4 and res id 274 and name CB 
assign (segid 3A4 and lesid 274 and name CB 
assign (segid 3A4 and res id 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
(segid 3A4 and resid 274 and name CB 
(segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name CB 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name H 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name N 
assign (segid 3A4 and resid 274 and name rt 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 27 4 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 27 4 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
(segid 3A4 and resid 274 and name 
(segid 3A4 and resid 274 and name 
(segid 3A4 and resid 274 and name 
(segid 3A4 and resid 274 and name 
(segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name O 
assign (segid 3A4 and resid 274 and name O 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 27 4 and name 
assiqn (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 274 and name 
assign (segid 3A4 and resid 275 and name 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and re«*id 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
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13.82 
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15.74 
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(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(3egid 3A4 and resid 405 and name CA ) 
Oegid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA > 15.54 
(segid 3A4 end resid 408 and name CB ) 15.05 
(segid 3A4 and resid 409 and name CA ) 12.68 
(segid 3A4 and resid 409 and name CB ) 11.95 
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(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
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(segid 3A4 and resid 278 and name N > 
(segid 3A4 and resid 274 and name CB ) 
(segid 3A4 and resid 275 and name C ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 275 and name N ) 
(segid 3A4 and resid 27S and name O ) 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 276 and name CA J 
(segid 3A4 and resid 276 and name CB J 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 27 6 and name N ) 
(segid 3A4 and resid 276 and name O ) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 
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) 
) 
> 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 277 and name N 
(segid 3A4 and resid 277 and name O 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name CA 
(segid 3A4 and resid 278 and name CB 
(segid 3A4 and res*d 278, end name N 
(segid 3A4 and resid 278 and name O 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and lesid 279 and name N ) 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 275 and name CB J 
(segid 3A4 and resid 275 and name O ) 
(segid 3A4 and resid 276 and name C J 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 



16.37 
17.33 
13.47 
9.90 
9.63 
9.66 
9.89 
11.43 
14.05 
16.56 
16.77 
16.91 
16.69 
14.08 
2.51 
1.46 
2.34 
3.59 
4.86 
4.28 
5-02 
2.86 
5.99 
5.77 
5.47 
5.54 
5.93 
4.43 
6.98 
6.60 
5.71 
5.11 
4.95 
7.36 
7.13 
6.25 
3.27 
2.98 
2.74 
4.21 
2.24 
3.55 
4.07 
4.33 
5.33 
6.14 
3.36 
4.97 
3.87 
3.76 
3.61 
3.30 
5.04 
5.07 



0.67 
0.58 
0.59 
0.47 
0.37 
0.65 
0.53 
0.47 
0.49 
0.46 
0.49 
0.45 
0.57 
0.89 
0.84 
1.13 
1.36 
1.34 
1.16 
1.16 
1.44 
0.94 
1.22 
1.25 
0.80 
0.77 
0.84 
0.03 
0.00 
0.01 
0.05 

o.os 

0.04 
0.08 
0.04 
0.07 
O.09 
0.07 
0.11 
0.22 
0.06 
0.09 
0.16 
0.17 
0.23 
0.13 
0.12 
0.09 
0.14 
0.09 
0.06 
0.06 
0.06 
0.01 
0.10 
0.09 
0.06 
0.08 
0.12 



0.66 
0.58 
0.58 
0.46 
0.37 
0.66 
0.53 
0.47 
0.49 
0.45 
0.49 
0.46 
0.57 
0.90 
0.84 
1.13 
1.37 
1.34 
1.17 
1.15 
1.44 
0.93 
1.22 
1.25 
0.79 
0.77 
0.83 
0.03 
0.01 
0.01 
0.04 
0.06 
0.04 
0.07 
0.04 
0.08 
0.09 
0.07 
0.12 
0.21 
0.05 
0.09 
0.16 
0.17 
0.23 



89 
58 
03 
20 
30 
,44 
,61 
.08 
6.95 
7.76 
2.49 
1.23 
3.08 
2.44 
3.71 
4.09 



05 
11 
12 
,10 
.08 
.10 
.11 
0.09 
0.12 
0.09 
0.12 
0.10 
0.09 
0.10 



0.11 



13 
12 
,10 
.14 
.09 
0.05 
0.05 
0.07 
0.01 
0.10 
0.10 
0.07 
0.09 
0.13 
0.04 
0.11 
0.11 
0.10 
0.07 
0.09 
0.12 
0.10 
0.11 
0.08 
0.12 
0.10 
0.09 
0.11 
0.14 
0.11 
0.11 
0.09 
0.03 
0.01 
0.06 
0.02 
O.Oi 
0.12 
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10 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 



15 



20 



25 



30 



(segid 3A4 and resid 275 and name C 
(sag id 3A4 and resid 275 and name C 
(segid 3A4 and resid 275 and name C 
(segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
(segid 3A4 and resid 275 and name C 
(segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assagn (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
assign (segid 3A4 and resid 275 and name C 
" (segid 3A4 and resid 275 and name C 
isegid 3A4 and resid 275 and name C 
(segid 3A4 and resid 275 and name C 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA J 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
35 assign (segid 3A4 and resid 275 and name CA ) 
^ assign (segid 3A4 and resid 275 and name CA 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



{ segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name 0 ) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA 
(seqid 3A4 and resid 277 and name CB ) 
(seqid 3A4 and resid 277 and name N ) 
(segid 3A4 and resid 277 and name 0 ) 
(segid 3A4 and resid 278 and name C ) 
segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB 
(segid 3A4 and resid 278 and name N ) 
(segid 3A4 and resid 278 and name O ) 
tseaid 3A4 and resid 279 and name C ) 
segid 3A4 and resid 279 and name CA 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 279 and name O 
(segid 3A4 and resid 280 and name CA 
(segid 3A4 and resid 280 and name CB 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 275 and name C 
(segid 3A4 and resid 275 and name CB 
(segid 3A4 and resid 275 and name O ) 
(segid 3A4 and resid 276 and name C 
Isegid 3A4 and resid 276 and name CA 
isegid 3A4 and resid 276 and name CB 
(segid 3A4 and resid 276 and name CG2 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name 0 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA 
(segid 3A4 and resid 277 and name CB 
(segid 3A4 and resid 277 and name N ) 
(segid 3A4 and resid 277 and name O > 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name CA ) 



0.01 
0.09 
0.05 
0.07 
0.06 
0.06 
0.05 
0.08 
0.08 
0.10 
0.07 
0.09 
0.11 
0.14 
0.19 
0.11 
0.12 



assign 



(segid 3A4 and resxd 275 and name cn =■» ^ ^ ^ ra 

(segid 3A4 and resid 275 and nene CA segid 3M ^ ^ ^ 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 



.. ) 

l&eltd 3A4 and resid 278 and name N ) 
(segid 3A4 and resid 278 and name O ) 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name CA 
(segid 3A4 and resid 279 and name CB 
(segid 3A4 and resid 279 and name H ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB 
(segid 3A4 and resid 280 and name N 
(segid 3A4 and resid 281 and name CA ) 
segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 282 and name CA 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 303 and name CB ) 
segid 3A4 and resid 304 and name CA 
(seqid 3A4 and resid 304 and name CB ) 

* ~ . . i «5 r\C nana PA 



60 



65 



70 



75 



assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
assign (segid 3A4 and resid 275 and name CA ) 

assign Isegid 3A4 and resid 275 and name CA isegiu ^ ~~ — — ^ ^ , 

assign (segid 3A4 and resid 275 and name CA segid ^ ^ ^ CB , 

assign (segid 3A4 and resid 275 and name CA segid 3A ^ ^ ^ ^ 

assign (segid 3A4 and resid 275 and name CA > s^gia ^ ^ } 

assign (segid 3A4 and resid 275 and name CA segid 3A4 and resi ^ j 

assign (segid 3A4 and resid 275 and name CA segid 3A4 and resia ^ 
assign (segid 3A4 and resid 275 and name CA segid 3A4 and resid ^ ) 

assign (segid 3A4 and resid 275 and name CA segid 3A4 and rosia ^ } 

assign (segid 3A4 and resid 275 and name CA ) (segid 3A4 ana resia ^ ^ rn 

(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
assign (segid 3A4 and resid 275 and name CA ) 
assign (segid 3A4 and resid 275 and name CA J 
assign (segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
and resid 275 and name CA ) 
and resid 275 and name CA ) 
and resid 275 and name CA ) 
and resid 275 and name CA ) 
and resid 275 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CA ) 
d^^i. (segtd 3A4 and resid 275 and name CA ) 
assign (segid 3A4 and resid 275 and name CA ) 
assign (segid 3A4 and resid 275 and name CA ) 



(segid 3A4 and resid 309 and name CB ) 
tseaid 3A4 and resid 310 and name CA 
segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 314 and name CA 
segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 315 and name CA ) 
segid 3A4 and resid 315 and name CB 
legid 3A4 and resid 359 and name CA 
segid 3A4 and resid 359 and name CB 
segid 3A4 and resid 360 and name CA 
segid 3A4 and resid 361 and name CA 



segid 3A4 and resid 361 and name CB 
segid 3A4 and resid 362 and namo CA 
selid 3A4 and resid 362 and namo CB 
segid 3A4 and resid 363 and name CA 
segid 3A4 and resid 363 and name CB 
legld 3A4 and resid 364 and nape CA ) 



1.33 
3.90 
4.65 
4.56 
5.27 
3.38 
5.73 
4.97 
4.59 
4.31 
3.89 
6.18 
6.25 
5.15 
4.67 
4.24 
7.42 
7.43 
7.48 
6.14 
1.53 
1.52 
2.40 
4.43 
3.80 
4.84 
5.01 
2.42 
5.34 
5.57 
5.49 
5.85 
4.42 
6.71 
5.84 
5.20 
4.53 
4.63 
7.03 
7.54 
6.34 
5.97 
5.32 
8.79 
8.86 
7.49 
9.99 
9.52 
10.72 
16.01 
16.54 
12.92 
11.64 
13.62 
14.37 
16.54 
14.75 
14.13 
12.29 
11.45 
15.53 
16.61 
17.20 
17.56 
14.72 
13.37 
14.91 
14.71 
18.67 
18.75 
18.20 
16.88 
15.39 
17.48 
16.39 
18.14 
16.67 
17.39 
13.13 
12.94 
11.02 
10.44 
10.21 



0.01 
0.09 
0.06 
0.06 
0.07 
0.06 
0.04 
0.O9 
0.08 
0.11 
0.07 
0.09 
0.12 
0.13 
0.19 
0.10 
0.11 
0.12 
0.16 
0.11 
0.00 
0.02 
0.02 
0.05 
0.01 
0.04 
0.16 
0.01 
0.08 
0.07 
0.06 
0.07 
0.04 
0.06 
0.07 
0.07 
0.10 
0.06 
0.07 
0.10 
0.11 
0.17 
0.09 
0.11 
0.15 
0.09 
0-07 
0.06 
0.06 
0.17 
0.19 
0.42 
0.32 
0.61 
0.64 
0.55 
0.52 
0.62 
0.40 
0.48 
0.50 
0.55 
0.36 
0.43 
0.24 
0.24 
0.36 
0.47 
0.34 
0.24 
0.23 
0.50 
0.53 
0.52 
0.56 
0.45 
0.64 
0.72 
0.58 
0.61 
0.38 
0.34 
•0.44 



0.13 
0.17 
0.12 
0.01 
0.02 
0.01 
0.04 
0.01 
0.04 
0.15 
0.01 
0-09 
0.06 
0.07 
0.07 
0.05 
0.06 
0.06 
0.07 
0.10 
0.07 
0.07 
0.10 
O.ll 
0.17 
0.09 
0.10 
0.16 
0.10 
0.06 
0.05 
0.07 
0.16 
0.19 
0.41 
0.32 
0.61 
0.64 
0.56 
0.52 
0.61 
0.40 
0.49 
0.51 
0.54 
0.36 
0.43 
0.23 
0.25 
0.36 
0.46 
0.34 
0.25 
0.22 
0.50 
0.53 
0.51 
0.56 
0.45 
0.65 
0.71 
0.59 
0.61 
0.38 
0.33 
0.44 



357 



assign (aegid 3A4 and resid 275 and name CA ) 
assign (aegid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA ) 
assign (segld 3A4 and resid 275 and name CA ) 
5 assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign tsegid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
10 assign (segid 3A4 and resid 275 and name CA ) 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
15 assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
20 assign (segid 3A4 and resid 275 and name CA 
assign segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA 
assign (segid 3A4 and resid 275 and name CA ) 
25 assign (segid 3A4 and tesid 275 and name CB ) 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
30 assign (segid 3A4 and resid 275 and name CB I 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB ) 
assign (segid 3A4 and resid 275 and name CB 
35 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (seg\d 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
40 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
45 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign segid 3A4 and resid 275 and name CB 
50 assign segid 3A4 and resid 275 and name CB 
assign (selid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and rosid 275 and name CB 
55 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB ) 
60 assign (segid 3A4 and resid 275 and name CB ) 
assign (selid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB ) 
assign (segid 3A4 and resid 275 and name CB 
65 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB ) 
70 assign (segid 3A4 and resid 275 and name CB ) 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB ) 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB ) 
75 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB ) 
assign (segid 3A4 and resid 275 and name CB ) 
assign Isegid 3A4 and resid 275 and name CB > 
assign (segid 3A4 and resid 275 and name CB 
80 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 end resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB ) 



12.95 
13.56 
13.86 
15.42 



(segid 3A4 and resid 364 and name CB ) 10. 94 
(segid 3A4 and resid 365 and name CA ) 10.59 
(segid 3A4 and resid 365 and name CB ) 9.75 
(segid 3A4 and resid 402 and name CA ) 18.52 
(segid 3A4 and resid 402 and name CB ) 19.19 
(segid 3A4 and resid 405 and name CA ) 15.57 
(segid 3A4 and resid 405 and name CB ) 14.88 
(segid 3A4 and resid 406 and name CA ) 16.06 
(segid 3A4 and resid 407 and name CA 18.22 
(segid 3A4 and resid 408 and name CA ) 16.46 
(segid 3A4 and resid 408 and name CB ) 16.08 
(segid 3A4 and resid 409 and name CA ) 13.26 
(segid 3A4 and resid 409 and name CB ) 12.16 
(segid 3A4 and resid 410 and name CA ) 15.49 
(segid 3A4 and resid 411 and name CA ) 17.57 
(segid 3A4 and resid 411 and name CB ) 18.61 
(segid 3A4 and resid 412 and name CA ) 15.41 
(segid 3A4 and resid 413 and name CA ) 12.77 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 18.27 
(segid 3A4 and resid 440 and name CA ) 17.71 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 27 6 and name CG2) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name O ) 
(segid 3A4 and resid 277 and name C 
I segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB > 
(segid 3A4 and resid 277 and name N ) 
(segid 3A4 and resid 278 and name C J 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(aegid 3A4 and resid 278 and name N ) 
(aegid 3A4 and resid 279 and name CA ) 
( segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 27 9 and name N ) 
isegid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB > 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 303 and name CB ) 
(segid 3A4 and resid 304 and name CA 13.43 
(segid 3A4 and resid 304 and name CB ) 12.13 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB > 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 18.93 
slgid 3A4 and resid 314 and name CA 18.70 
segid 3A4 and resid 314 and name CB 
segid 3A4 and resid 315 and name CA 
segid 3A4 and resid 315 and name CB 
segid 3A4 and resid 357 and name CB 
segid 3A4 and resid 358 and name CA 
segid 3A4 and resid 359 and name CA 
segid 3A4 and resid 359 and name CB 
segid 3A4 and resid 360 and name CA 
segid 3A4 and resid 360 and name CB 
segid 3A4 and resid 361 and name CA 15.98 
segid 3A4 and resid 361 and name CB 16.67 
sedid 3A4 and resid 362 and name CA 12.37 
se^d 3A4 and resid 362 and name CB 12.04 
segid 3A4 and resid 363 and namo CA 10.61 
slgid 3A4 and resid 363 and name CB 10.20 
segid 3A4 and resid 364 and name CA 9.69 



5.48 
4.50 
5.34 
5.07 
3.19 
6.34 
6.99 
6.86 
7.29 
5.67 
7.00 
6.53 
5.77 
6.06 
7.14 
6.52 
6.33 
9.83 
9.95 
11.28 
10.89 
11.72 
16.61 
17.06 



0.5J 
0.38 
0.38 
0.28 
0.25 
0.47 
0.40 
0.51 
0.46 
0.41 
0.39 
0.45 
0.35 
0.46 
0.74 
0.65 
1.02 
1.14 
1.02 
0.85 
0.82 
1.25 
0.73 
0.59 
0.04 
0.01 
0.06 
0.16 
0.02 
0.09 
0.06 
0.05 
0.07 
0.04 
0.11 
0.09 
0.13 
0.08 
0.17 
0.21 
0.14 
0.15 
0.18 
0.11 
0.09 
0.12 



0.52 
0.39 
0.37 
0.27 
0.25 
0.48 
0.39 
0.51 
0.45 
0.40 



14.40 

15.26 

17.10 

15.02 

14.33 

12.74 

12.05 

16.08 

17.24 

17.44 

17.74 

14.78 

13.37 

15.22 

15.16 



18.07 
16.77 
15.30 
19.34 
18.85 
16.46 
15.33 
17.39 
18.91 



25 
34 
51 
39 
,66 
0.68 
0.59 
0.56 
0.67 
0.42 
0.52 
0.50 
0.54 
0.36 
0.42 
0.25 
0.25 
0.40 
0.50 
0.37 
0.28 
0.24 
0.55 
0.58 
0.33 
0.52 
0.52 
0.58 
0.49 
0.51 
0.70 
0.78 
0.63 
0.63 
0.40 
0.37 
0.39 



40 
45 
35 
.47 
.74 
.64 
1.01 
1.15 
1.03 
0.84 
0.82 
1.25 
0.74 
0.59 
0.04 
0.02 
O.05 
0.17 
0.01 
0.08 
0.06 
0.06 
0.06 
0.04 
0.12 
0.10 
0.12 
0.08 
0.16 
0.22 
0.14 
0.16 
0.17 
0.11 
0.08 
0.12 
0.25 
0.33 
0.52 
0.40 
0.65 
0.67 
0.59 
0.56 
0.66 
0.43 
0.53 
0.51 
0.54 
0.37 
0.43 
0.25 
0.25 
0.39 
0.50 
0.36 
0.27 
0.25 
0.56 
0.58 
0.33 
0.52 
0.53 
0.57 
0.49 
0.50 
0.71 
0.77 
0.63 
0.63 
0.41 
0.36 
0.39 



358 



assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and rasld 27b and name CB 
assign (segid 3A4 and resid 27b and name CB 
assign (segid 3A4 and resid 275 and name CB 
5 assign (segid 3A4 and resid 275 and name CB 
assign {segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
10 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
15 assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name CB 
assign (segid 3A4 and resid 275 and name N 
20 assign (segid 3A4 and resid 275 and name H 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
25 assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
30 assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name H 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign I segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name N 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 



35 



40 



assign ^eyj-u — -- 

45 assign (segid 3A4 and resid 275 and name 

assign (segid 3A4 and resid 275 and name 

assign (segid 3A4 and resid 275 and name 

assign (segid 3A4 and resid 275 and name 

assign (segid 3A4 and resid 275 and name 

50 assign (segid 3A4 and resid 275 and name 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
J 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 364 and name CB ) 10.24 
(segid 3A4 and resid 365 and name CA ) 10.50 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 275 and name C ) 
(segid 3A4 and resid 275 and name CA ) 
(segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 275 and name O ) 
(segid 3A4 and res id 276 and name C ) 
(segid 3A4 and resid 276 and name CA > 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 276 and name N ) 
(segid 3A4 and resid 276 and name O ) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA > 
(segid 3A4 and resid 277 and name CB > 
(segid 3A4 and resid 277 and name N ) 
(segid 3A4 and resid 277 and name O ) 
(segid 3A4 and resid 278 and name C > 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name N ) 
(segid 3A4 and resid 278 and name O ) 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 275 and name CB ) 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 27 6 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 



55 



assign pcyiu «"-»-■ «*"- - — — — — -— - 

assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 27S and name O 
assign (segid 3A4 and resid 275 and name 
60 assign (segid 3A4 and resid 2 75 and name 
assign (segid 3A4 and resid 275 and name 
assign (segid 3A4 and resid 275 and name 
assign (segid 3A4 and resid 275 and name 
assign (segid 3A4 and resid 275 and name 
65 assign (segid 1A4 and resid 275 and name 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 275 and name O 
assign (segid 3A4 and resid 276 and name C 
70 assign (segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name C 
assign I segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name C 
assign (seqid 3A4 and resid 27 6 and name C 
75 assign (segid 3A4 and resid 27 6 and name C 
assign (segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name C 
80 assign (segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name C 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
J 



{{jegXU -IT*-* - •* — ' 

(segid 3A4 and resid 276 and name N 
(segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 277 and name C 
(segid 3A4 and resid 277 and name CA 
(segid 3A4 and resid 277 and name CB 
(segid 3A4 and resid 277 and name N 
(segid 3A4 and resid 277 and name O 
(segid 3A4 and resid 27 8 and name C 
(segid 3A4 and resid 278 and name CA 
(segid 3A4 and resid 278 and name CB 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name O 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 279 and name O ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N } 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 276 and name O ) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CB ) 



(segid 3A4 and resid 277 and name H 

(segid 3A4 and resid 277 and name O 

(segjd 3A4 and resid 278 and name C 

(segid 3A4 and resid 278 and name CA 

(segid 3A4 and resid 278 and name CB 

(segid 3A4 and resid 278 and name N 

(segid 3A4 and resid 278 and name O 
(segid 3A4 and resid 279 and name C 



\ aegia emu «. . - — — — - - 

(segid 3A4 and resid 279 and name CA ) 



9.84 
19.48 
16.77 
15.99 
17.30 
17.87 
17.46 
14.72 
13.58 
16.95 
16.91 
14.18 
14.25 
14.64 
14.90 
16.33 
2.45 
1.45 
2.45 
3.53 
4.66 
4.14 
4.88 
5.16 
2.73 
5.74 
5.65 
5.29 
5.31 
4.28 
6.87 
6.55 
5.67 
5.11 
4.86 
7.75 
7.33 
7.06 
6.19 
3.23 
3.13 
2.79 
4.25 
4.73 
2.26 
3.57 
4.39 
4.64 
5.58 
3.67 
5.30 
4.04 
3.96 
3.72 
3.54 
5-21 
5.23 
4.01 
3.59 
3.19 
6.34 
7.52 
6.67 
6.95 
5.30 
7.17 
2.51 
3.84 
1.23 
3.00 
2.44 
3.71 
1.33 
3.85 
4.54 
4.42 
5.13 
3.23 
5.61 
4.91 
4.55 



0.49 
0.31 
0.31 
0.26 
0.48 
0.40 
0.50 
0.39 
0.39 
0.46 
0.35 
0.48 
1.02 
1.17 
1.08 
0.80 
0.78 
1.19 
0.02 
0.00 
0.03 
0.03 
0.05 
0.05 
0.10 
0.21 
0.05 
0.07 
0.07 
0.07 
0.09 
0.05 
0.07 
0.03 
0.08 

o.oa 

0.07 
0.04 
0.10 
0.17 
0.07 
0.06 
0.10 
0.04 
0.02 
0.12 
0.02 
0.15 
0.10 
0.10 
0.08 
0.08 
0.08 
0.11 
0.11 
0.13 
0.11 
0.11 
0.12 
0.13 
0.17 



0.48 
0.30 
0.30 
0.26 
0.48 
0.40 
0.49 
0.40 
0.39 
0.4S 
0.35 
0.47 
1.02 
1.17 
1.07 
0.80 
0.79 
1.19 
0.02 
0.01 



12 
12 
14 
,13 
.17 
,13 
.13 
.01 
0.04 
0.00 
0.02 
0.02 
0.03 
0.01 



0.03 
0.02 
0.04 
0.05 
0.11 
0.20 
0.04 
0.07 
0.07 
0.07 
0.08 
0.04 
0.06 
0.04 
0.07 
0.08 
0.06 
0.05 
0.10 
0.17 
0.07 
0.06 
0.09 
0.03 
0.03 
0.12 
0.01 
0.15 
0.09 
0.11 
0.08 
0.08 
0.07 
0.12 
0.10 
0.13 
0.12 
0.10 
0.12 
0.13 
0.17 
0.12 
0.12 
0.15 
0.14 
0.16 
0.13 
0.13 
0.01 
0.05 
0.01 
0.01 
0.01 
0.02 
0.01 
0.03 
0.0S 
0.04 
0.05 
0.04 
0.07 
0.09 
0.09 
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) 



30 



35 



40 



45 



50 



55 



60 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



C 
C 

c 
c 
c 

i c 
c 
c 



assign (sag id 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 216 and name C 
assign (segid 3A4 and resid 276 and name C 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
(segid 3A4 and resid 2*76 and name 
««™.. (segid 3A4 and resid 276 and name 
10 assign (segid 3A4 and resid 276 and name 
(segid 3A4 and resid 276 and name 
(segid 3A4 and resid 276 and name C 
(segid 3A4 and resid 276 and name C 
a«,,M.. (segid 3A4 and resid 276 and name CA ) 
15 assign (segid 3A4 and resid 276 and name CA ) 
' (segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
assign (segid 3A4 and resid 276 and name CA ) 
20 assign (segid 3A4 and resid 276 and name CA ) 
assign (segid 3A4 and resid 276 and name CA 
(segid 3A4 and resid 276 and name CA ) 
tsegid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
25 assign (segid 3A4 and resid 27 6 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 27 6 and name CA > 
(segid 3A4 and resid 276 and name CA > 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and lesid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA J 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA > 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 27 6 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 
I segid 3A4 and resid 276 and name CA ) 
^vi*,, (segid 3A4 and resid 276 and name CA ) 
65 assign (segid 3A4 and resid 276 and name CA ) 
assign (segid 3A4 and resid 276 and name CA ) 
assign (segid 3A4 and resid 276 and name CA ) 
assign (segid 3A4 and resid 276 and name CA } 
assign (segid 3A4 and resid 276 and name CA ) 
70 assign (segid 3A4 and resid 276 and name CA ) 
I segid 3A4 and resid 276 and name CA ) 
(segid 3A4 and resid 276 and name CA ) 



(segid 3A4 and resid 279 and name CB ) 
(segid 3A4* and resid 279 and name N ) 
(segid 3A4 and resid 279 and narao 0 ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 276 and name C ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 



(segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 277 and name C 
(segid 3A4 and resid 277 and name CA 
(segid 3A4 and resid 277 and name CB 
(segid 3A4 and resid 277 and name N 
(segid 3A4 and resid 277 and name O 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name CA 
(segid 3A4 and resid 278 and name CB 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name O 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 279 and name O ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 



4.25 
3.82 
6.12 
6.17 
5.12 
4.75 
4.19 
7.34 
7.27 
7.26 
6.00 
7.35 
6.86 
1.52 
1.54 
2.50 
2.39 
4.39 
3.80 
4.85 
2.42 
5.30 
5.48 
5.39 
5.76 
4.32 
6.61 
5.76 
5.14 
4.44 



0.20 

0.05 

0.09 

0.17 

0.16 

0.20 

0.12 

0.16 

0.15 

0.12 

0.15 

0.39 

0.65 

0.01 

0.02 

0.06 

0.01 



*- — 

(segid 3A4 and resid 280 and name N 
(segid 3A4 and resid 281 and name CA 
(segid 3A4 and resid 281 and name CB 
(segid 3A4 and resid 281 and name N 
(segid 3A4 and resid 282 and name CA 
(segid 3A4 and resid 303 and name CA 
(segid 3A4 and resid 303 and name CB 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA > 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB > 
(segid 3A4 and resid 311 and name CA J 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 313 and name CA J 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB [ 
segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 



56 
95 
45 
28 
,99 
26 
8.66 
8.66 
7.36 
9.96 
13.16 
13.87 
9.84 
8.74 
10.16 
11.01 
12.89 
11.17 
10.72 
8.53 
7.69 
11.76 
12.84 
13.50 
13.90 
11.28 
9.97 
11.50 
11.24 
15.21 
15.94 
15.54 
15.03 
14.08 
12.65 



03 
,03 
.05 
.02 
.OS 
.09 
.07 
.07 
0.05 
0.10 
0.13 
0.15 
0.25 
0.11 
0.11 
0.18 
0.17 
0.21 
0.16 
0.15 
0.12 
0.15 
0.13 
0.23 
0-32 
0.45 
0.35 
0.61 
0.61 
0.57 
0.54 
0.64 
0.40 
0.50 



SeqiU clliu leaiu 

segid 3A4 and resid 316 and name CA 15.82 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



\ £>tiy juj «• ~ — 

(segid 3A4 and resid 276 and name CA 
(segid 3A4 and resid 27 6 and name CA 
(segid 3A4 and tesid 276 and name CA 
(segid 3A4 and resid 276 and name CA 
(segid 3A4 and resid 276 and name CA 
(segid 3A4 and resid 276 and name CA 
(segid 3A4 and teaid 276 and name CA 
(segid 3A4 and resid 276 and name CA 
assign (segid 3A4 and lesid 276 and name CA . 
assign (segid 3A4 and resid 276 and name CA ) 
assign (segid 3A4 and resid 276 and name CA ) 



18.84 
18.48 
17.68 
18.33 
16.29 
15.39 
16.30 



(segid 3A4 and resid 317 and name CA 
segxd 3A4 and resid 357 and name CA 
segid 3A4 and resid 357 and name CB 
segid 3A4 and resid 358 and name CA 
segid 3A4 and resid 359 and name CA 
segid 3A4 and resid 359 and name CB ) 
segid 3A4 and resid 360 and name CA 
segid 3A4 and resid 360 and name CB 17.75 
selid 3A4 and resid 361 and name CA 15.19 
segid 3A4 and resid 361 and name CB 16.15 
segid 3A4 and resid 362 and name CA 11.80 
Uegid 3A4 and resid 362 and name CB 11.85 
segid 3A4 and resid 363 and name CA ) 8.88 
segid 3A4 and resid 363 and name CB } 
segid JA4 and resid 364 and name CA ) 
segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA ) 



0.21 
0.06 
0.10 
0.17 
0.15 
0.19 
0.12 
0.16 
0.15 
0.12 
0.15 
0.39 
0.65 
0.01 
0.01 
0.06 
0.01 
0.02 
0.03 
0.05 
0.03 
0.05 
0.09 
0.07 
0.08 
0.05 
0.10 
0.14 
0.15 
0.26 
0.11 
0.12 
0.18 
0.18 
0.20 
0.15 
0.14 
0.12 
0.15 
0.13 
0.23 
0.32 
0.45 
0.35 
0.60 
0.61 
0.56 
0.54 
0.64 
0.40 
0.50 
0.49 
0.54 
0.36 
0.42 
0.24 
0.25 
0.39 
0.49 
0.34 
0.33 
0.27 
0.24 
0.54 
0. 
0. 
0, 

o. 

0 
0 
0 
0 



8.27 
7.89 
8.98 
7.42 



50 
54 
36 
,42 
.24 
.24 
.39 
.48 
.35 
.34 
.27 
0.24 
0.55 
0.59 
0.63 
0.42 
0.42 
0.38 
0.62 
0.43 
0.52 
0.43 
0.45 
0.64 
0.69 
0.59 
0.60 
0.45 
0.44 
0.55 
0.62 
0.54 



60 
63 
43 
.42 
,37 
.62 
.44 
.52 
0.44 
0.45 
0.63 
0.70 
0.59 
0.60 
0.46 
0.43 
0.56 
0.62 
0.55 



360 



assign (segxd 3A4 and resxd 276 and name CA ) 
assign (segxd 3A4 and resxd 276 and name CA ) 
assign (segid 3A4 and resxd 276 and name CA 
assign (segid 3A4 and resxd 276 and name CA 
assign (segid 3A4 and resxd 276 and name CA ) 
assign (segxd 3A4 and resxd 276 and name CA ) 



(segid 3A4 and resid 365 and name CB ) 6.39 
{segid 3A4 and resid 365 and name N > J*?? 
(segid 3A1 and resid 398 and name CA ) IB. 74 
{segid 3A4 and resid 398 and namo CB ) 18.93 
{segxd 3A4 and resid 401 and name CA ) 16.14 
(segid 3A4 and resid 402 and name CA ) 15.01 



assxgn (segxd 3A4 and resxd 276 and name seg« « ™ name cB 15.64 

assign .segid 3A4 and resxd 276 and name CA segxd 3A4 ^ jh ^ ^ ^ , 



assign iuey.i.u j-n-. «.~ ----- -■- - • - • . ,___, d 3*4 an d resxd 403 and name CA ) 

asaxgn (segid 3A4 and resxd 276 and name CA segxd 3A4 an e ^ 

=s as ~ =; =s a = a s s. a s - — - • 

assign (segid 3A4 and resxd 276 and name CA segxd 3A4 ana ^ 
assxgn K 53 =S resxd SS S3 22 - ! IK | and resid 407 and name CA , 
assign segid 3A4 and resid 276 and name CA ) (segxd 3A4 
assxgn (segxd 3A4 and resxd 27 6 and name CA (segxd 3A4 
assign (segid 3A4 and resxd 276 and name CA 
assign (segxd 3A4 and resxd 27 6 and name CA ) 
assxgn (segxd 3A4 and resxd 276 and name CA 
assxgn (segid 3A4 and resid 276 and name CA 
assxgn (segid 3A4 and resid 276 and name CA 
assign (segid -3A4 and resid 276 and name CA 
assign {segxd 3A4 and resid 27 6 and name CA ) 
assign (segid 3A4 and resxd 27 6 and name CA 
assign (segid 3A4 and resxd 27 6 and name CA 
assign {segid 3A4 and resxd 276 and name CA ) 
assign (segid 3A4 and resxd 276 and name CA ) 
assxgn (segid 3A4 and resxd 276 and name CA ) 
assxgn (segid 3A4 and resid 276 and name CA j 
assign (segid 3A4 and resid 276 and name CA ) 
assign (segid 3A4 and resxd 276 and name CB ) 
assign (segid 3A4 and resid 276 and name CB ) 
assign (segid 3A4 and resxd 276 and name CB 
assign (segid 3A4 and resid 276 and name CB ) 
assign (segid 3A4 and resxd 276 and name CB ) 

assign (segid 3A4 and resxd 276 and name CB j***- — — ™ i?8 and name c , 
assign (segxd 3A4 and resid 276 and name CB segid 3A4 an^ ^ ^ ) 

assign (segxd 3A4 and resxd 276 and name CB segid 3A4 ana name CB ) 

assign (segxd 3A4 and resxd 276 and name CB segxd 3A4 and re H , 

assign (segid 3A4 and resxd 276 and name CB segid 3A4 and ^ q ) 

assign (segid 3A4 and resid 276 and name CB segid 3M an ^ ^ ^ ^ j 

assign (segid 3A4 and resxd 276 and name CB segid ja* a name CB ) 

assign (segid 3A4 and resid 276 and name CB segxd 3A4 and ^ ^ ) 

assxgn (segxd 3A4 and resxd 276 and name CB segxd 3A4 and r ^ ^ ^ } 

assign (segxd 3A4 and resxd 276 and name CB segxd 3M ana ^ j 

assign (segxd 3A4 and resxd 276 and name CB segxd 3A4 and res N , 

assign (segid 3A4 and resxd 276 and name CB segxd 3A4 ana ^ ^ } 

assxgn (segid 3A4 and resxd 276 and name CB segxd 3A4 a ^ cb ) 

assxgn (segid 3A4 and resid 276 and name CB segxd 3A4 a ^ ^ ) 

assign (segid 3A4 and resid 276 and name CB segid 3A4 ana ^ j 

assign (segid 3A4 and resxd 276 and name CB segid 3A4 and r name C B ) 

assign (segxd 3A4 and resxd 276 and name CB > segid ana 

"sign Uegid 3A4 and resxd 276 and name CB segxd 3A4 and resid 304 and name CA , 
assxgn (segid 3A4 and resxd 276 and name CB segid 3A4 . re^ ^ ^ ^ ^ 
assxgn (segid 3A4 and resxd 276 and name cb seg ^ name CB , 

assxgn {segid 3A4 and resxd 276 and name CB segid Jiw a ^ ^ } 

assxgn (segxd 3A4 and resxd 276 and name CB segid 3A4 and ^ j 

assxgn (segxd 3A4 and resxd 276 and name CB segid 3A4 an nawe ^ } 

S25 KSS ^4 a anS SSS SS a? S 5 ! K »i and resid 308 and name CA j 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



auu i^oj-u ■ — — 

and resid 407 and name CB ) 
va « yjL ^ ™ and resid 408 and name CA ) 
{segid 3A4 and tesid 408 and name CB ) 
(segxd 3A4 and resxd 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and tesid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
{segid 3A4 and resid 414 and n B me CA ) 
(segid 3A4 and res id 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 276 and name CG2) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 
(segid 3A4 and resid 277 
(segid 3A4 and resid 277 
(segid 3A4 and resid 277 



and name CA ) 
and name CB ) 
and name N ) 
and name 0 ) 



65 



70 



75 



80 



assign 
assign 



assign 
assign 
assign 
assign 



) 



ISeqiu ^nt 

(segid 3A4 and resid 308 and name CB ) 
{segid 3A4 and resid 309 and name CA J 
(segid 3A4 and resxd 309 and name CB ) 

" J and resxd 310 and name CA > 

and resxd 310 and name CB ) 
and resxd 311 and name CA > 
and resxd 311 and name CB ) 



(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(Seqiu Jn-« 

(segid 3A4 and resid 312 and name CA ) 



[ yuyiu ~tr\t ohm «.-w— — ■ 

(segid 3A4 and resid 276 and name CB 
assign (segid 3A4 and resid 27 6 and name CB ) 
assign (segid 3A4 and resxd 276 and name CB ) 
assxgn (segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resxd 276 and name CB \ 
(segxd 3A4 and resxd 276 and name CB ) 
(segxd 3A4 and resxd 276 and name CB ) 
assign (segid 3A4 and resid 276 and name CB ) (segiu ~, «~ ^- ^ ^ CB , 

assign (segid 3A4 and resid 276 and name CB segxd 3M a ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 276 and name CB segxd 3*4 ^ ^ ^ cfi ) 

(segxd 3A4 and resxd 276 and name CB I isegaa ^ , , m m „« on % 

(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resxd 276 and name CB ) 
(segid 3A4 and resid 276 and name CB > 
(segxd 3A4 and resxd 276 and name CB ) 
(segid 3A4 and resxd 276 and name CB ) 
{segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 27b and name CB ) 
and resid 276 and name CB > 
and resid 276 and name CB ) 
and resid 276 and name CB ) 
and resid 276 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



17.26 
18.77 
16.27 
16.50 
12.56 
11.66 
13.27 
15.85 
17.18 
14.38 
13.89 
11.53 
10.24 
14.05 
16.43 
17.29 
14.72 
13.05 
12.87 
13.87 
14.44 
15.62 
18.74 
17.24 

I. 52 
5.42 
4.49 
5.36 
3.15 
6.29 
6.89 
6.77 
7.21 
5.58 
6.90 
6.46 
5.66 
5.99 
7.04 
6.48 
6.24 
9.67 
9.73 

II. 23 
13.51 
14.29 
10.07 

9.12 
10.09 
11.02 
12.52 
10.67 
10.36 
7.79 
7.09 
10.86 
12.04 
12.50 
13.00 
10.09 
8.83 
10.15 
9.96 
13.88 
14.69 
14.17 
13.71 
12.59 



(segid 3A4 
(segxd 3A4 
assign {segid 3A4 
assign (segid 3A4 



(segxd 3A4 and resxd 314 and name CA ) 
(segxd 3A4 and resxd 314 and name CB ) 
{segid 3A4 and resxd 315 and name CA ) 
segid 3A4 and resid 315 and name CB ) 11.16 
segid 3A4 and resid 316 and name CA ) 14.32 
(segjd 3A4 and resxd 317 and name CA ) 
(segxd 3A4 and resxd 318 and name CA ) 
(segxd 3A4 and resid 318 and name CB ) 
I segid 3A4 and resxd 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 



0.52 
0.55 
0.1S 
0.20 
0.39 
0.26 
0.22 
0.34 
0.34 
0.57 
0.70 
0.51 
0.44 
0.50 
0.45 
0.40 
0.41 
0.41 
0.51 
0.43 
0.44 
0.65 
0.56 
0.96 
1.14 
0.93 
0.69 
0.65 
1.19 
0.35 
0.50 
0.02 
0.03 
0.06 
0.10 
0.05 
0.03 
0.07 
0.05 
0.08 
0.05 
0.13 
0.16 
0.28 
0.10 
0.19 
0.22 
0.15 
0-17 
0.13 
0.14 
0.34 
0.43 
0.51 
0.36 
0.61 
0.60 
0.61 
0.60 
0.70 
0.49 
0.58 
0.54 
0.58 
0.40 
0.47 
0.27 
0.30 
0.40 
0.52 
0.36 
0.36 
0.28 
0.25 
0.54 
0.59 
0.64 
0.44 
0.34 
0.33 
0.33 
0.48 
0.55 



17.38 
19.23 
18.90 
18.43 
18.25 
18.34 



0.52 
0.55 
0.14 
0.21 
0.39 
0.26 
0.23 
0.34 
0.33 
0.58 
0.71 
0.51 
0.44 
0.50 
0.46 
0.40 
0.42 
0.42 
0.50 
0.42 
0.45 
0.66 
0.57 
0.95 
1.15 
0.93 
0.68 
0.66 
1.19 
0.34 
0.51 
0.01 
0.02 
0.05 
0.10 
0.06 
0.03 
0.08 
0.06 
0.09 
0.05 
0.13 
0.16 
0.29 
0.10 
0.19 
0.22 
0.15 
0.16 
0.12 
0.14 
0.33 
0.43 
0.50 
0.36 
0.61 
0.59 
0.61 
0.59 
0.69 
0.48 
0.58 
0.54 
0.59 
0.40 
0.46 
0.26 
0.29 
0.40 
0.52 
0.37 
0.35 
0.27 
0.25 
0.55 
0. 

o. 

0 
0 
0 
0 



60 
64 
44 
35 
34 
.33 
0.47 
0.55 
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10 



15 



20 



25 



assign (segxd 3A4 and resxd 276 and name CB > 
assxqn (segxd 3A4 and resxd 27 6 and name CB 
awg" selrd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assign segxd 3A4 and resid 276 and name CB 
assign segxd 3A4 and resid 276 and name CB ) 
assxgn segxd 3A4 and resid 276 and name CB 
assxgn (segxd 3A4 and resid 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB ) 
assxgn seg\d 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 

(segxd 3A4 and resxd 276 and name CB ) 
(segxd 3A4 and resxd 27 6 and name CB ) 
(segxd 3A4 and resxd 276 and name CB ) 
assxgn (segxd 3A4 and resxd 276 and name CB 
assxgn (segid 3A4 and resxd 276 and name CB 
assxgn (segid 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assxgn segxd 3A4 and resxd 276 and name CB 
ass^n isegxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB ) 
assxgn (segxd 3A4 and resid 276 and name CB 
assxgn (segxd 3A4 and resid 276 and name CB ) 
u - ! J _ „ i one. and name CB ) 



assign 
assxgn 
assxgn 
assxgn 



assxqn tsegxa - * ^_ 

assign segxd 3A4 and resid 276 and name CB 
assxgn segxd 3A4 and resid 276 and name CB 
assign selxd 3A4 and resid 276 and name CB 
assxgn segxd 3A4 and resxd 276 and name CB 
30 assign isegxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assign (segxd 3A4 and resxd 276 and name CB ) 
assign segxd 3A4 and resid 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
35 assxgn (segxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assign segxd 3A4 and resxd 276 and name CB 
assign segxd 3A4 and resxd 276 and name CB 
assign segxd 3A4 and resxd 276 and name CB 
40 assign segxd 3A4 and resxd 276 and name CB 
assxgn segid 3A4 and resxd 276 and name CB 
assign isegxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
45 assign (segxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assign segxd 3A4 and resxd 276 and name CB 
assign segxd 3A4 and resxd 276 and name CB 
50 assign segxd 3A4 and resxd 276 and name CB 
U assxgn isegxd 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 27 6 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB 
assxgn segxd 3A4 and resxd 276 and name CB 
55 assxgn (segid 3A4 and resxd 276 and name CB 
assxgn (segxd 3A4 and resxd 276 and name CB ) 
assign segxd 3A4 and resid 276 and name CB 
assign segxd 3A4 and resid 276 and name CG2 
assign segxd 3A4 and resid 276 and name CG2) 



(segxd 3A4 and resxd 357 and name CA ) 17.41 
(segxd 3A4 and resxd 357 and name CB ) 16.54 
isegxd 3A4 and resxd 358 and name CA > 17. J » 
(segxd 3A4 and resxd 358 and name CB ) 17.57 
(segxd 3A4 and xesxd 359 and name CA ) 15.28 
(segxd 3A4 and resxd 359 and name CB ) 14.46 
(segxd 3A4 and resxd 360 and name CA ) 15.06 
(segxd 3A4 and resxd 360 and name CB ) 
(segxd 3A4 and resxd 361 and name CA ) 
(segxd 3A4 and resxd 361 and name CB ) 
(segxd 3A4 and resxd 362 and name CA ) 
(segxd 3A4 and resid 362 and name CB ) 
(segxd 3A4 and resxd 363 and name C ) 
(segxd 3A4 and resxd 363 and name CA ) 
(segxd 3A4 and resxd 363 and name CB ) 
(segid 3A4 and resxd 363 and name CG ) 
(segxd 3A4 and resid 363 and name O ) 
(segxd 3A4 and resxd 364 and name CA ) 
(segxd 3A4 and resxd 364 and name CB ) 
(segxd 3A4 and resxd 364 and name N ) 
(segxd 3A4 and resid 365 and name CA ) 
(segxd 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name N ) 
(segid 3A4 and resid 381 and name CA ) 
(segxd 3A4 and resxd 398 and name CA ) 
(segxd 3A4 and resxd 398 and name CB ) 
(segid 3A4 and resxd 399 and name CA 
(segxd 3A4 and resxd 400 and name CA ) 
(segxd 3A4 and resxd 401 and name CA ) 
(segxd 3A4 and resxd 402 and name CA 
(segxd 3A4 and resxd 402 and name CB ) 
(segxd 3A4 and resxd 403 and name CA ) 
(segid 3A4 and resxd 403 and name CB > 
(segxd 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segxd 3A4 and resxd 405 and name CA ) 
(segxd 3A4 and resxd 405 and name CB ) 
(segxd 3A4 and resxd 406 and name CA ) 
(segxd 3A4 and resxd 407 and name CA ) 
(segxd 3A4 and resid 407 and name CB 
(segid 3A4 and resxd 408 and name CA 
(segxd 3A4 and resxd 408 and name CB ) 
(segxd 3A4 and resxd 409 and name CA 
(segid 3A4 and resxd 409 and name CB > 
(segxd 3A4 and resxd 410 and name CA 
(segid 3A4 and resxd 411 and name CA 
(segxd 3A4 and resxd 411 and name CB ) 
(segxd 3A4 and resxd 412 and name CA 
segxd 3A4 and resxd 413 and name CA 
(segxd 3A4 and resxd 414 and name CA 
(segxd 3A4 and resxd 415 and name CA ) 
(segxd 3A4 and resxd 415 and name CB 
(segxd 3A4 and resxd 416 and name CA 
(segxd 3A4 and resxd 435 and name CA 
(segxd 3A4 and resid 438 and name CA 
segxd 3A4 and resxd 439 and name CA 18.93 
(segxd 3A4 and resxd 440 and name CA ) 16. B6 
segxd 3A4 and resxd 277 and name C 
(segxd 3A4 and resxd 277 and name CA 

* ^ . . _ > nil -»tiH name CB i 



0.42 
0.37 
0.61 
0.83 



0 
0 
0 

16.48 0 
13.87 0 
14.85 
10.62 
10.80 
6.79 
7.54 
6.84 
6.12 
6.08 
6.94 
8.15 
7.21 
6.73 
5.83 
6.18 
18.85 
17.98 
18.19 
19.40 
19.09 
15.46 
14.62 
15.29 
17.05 
18.53 
15.95 
16.05 
12.29 
11.30 
13.40 
16.02 
17.28 
14.45 
13.82 
11.89 
10.60 
14.68 
16.94 
17.69 
15.17 
13.53 
12.96 
13.76 
14.39 
15.24 
18.44 
17.87 



60 



65 



70 



75 



Hsxgn Isegxd 3A4 and resid 276 and name CG2 segxo £j - ~ - • and name ^ 
sssxgn isegxd 3A4 and resxd 276 and name CG2> (segxd 3A4 and ^ 



A qc lQn (seqxa ja« ana xtsaj.« <- > ~ — — "Zi 

assign segxd 3A4 and resid 276 and name CG2 

assign segxd 3A4 and resid 276 and name CG2 

assign segxd 3A4 and resid 276 and name CG2 

assign segxd 3A4 and resid 276 and name CG2 

assign segxd 3A4 and resxd 276 and name CG2 

Issign segxd 3A4 and resxd 276 and name CG2 

assign segxd 3A4 and resxd 276 and name OG2 

assign segxd 3A4 and resxd 276 and name CG2 

assign segxd 3A4 and resxd 27 6 and name CG2 

assign segxd 3A4 and resxd 276 and name CG2 
assxgn * rf name CQ2) 

HVZ segxd ™ SS SsxS 216 and name «2> 

asX™ segxd 3M and resxd 216 and name OT2 

assxgn segxd 3A« and resxd 276 and name OG2 

assxgn (segxd 3M and resxd 216 and name CG2 

Tssxgn selxd 3A4 and resxd 27. and name CG2 

assign K£S 3A4 and IE? Si and name CG2) 



assxgn (segid 3A4 and resxd 276 and name N 

80 assxgn (segid 3A4 and resid 276 and name N 

assign (segid 3A4 and resxd 276 and name N 

assign (segid 3A4 and resid 276 and name H 

assign (segid 3A4 and resid 276 and name W 



I seqxa jni onv* — - • , .» \ 

(segxd 3A4 and resxd 277 and name N 
(segxd 3A4 and resxd 277 and name 0 
(segxd 3A4 and resxd 278 and name N ) 
slgxd 3A4 and resxd 279 and name CA 
segxd 3A4 and resid 279 and name CB 
segxd 3A4 and resid 279 and name M 
segid 3A4 and resid 280 and name N 
segid 3A4 and resid 363 and name C 
segid 3A4 and resid 363 and name CA 
(segid 3A4 and resxd 363 and name CB 
(segid 3A4 and resxd 363 and name CG 
segxd 3A4 and resxd 363 and name 0 
se^id 3A4 and resxd 364 and name C 
segid 3A4 and resxd 364 and name CA 
segxd 3A4 and resxd 364 and name H 
segid 3A4 and resxd 365 and name CA 
segxd 3A4 and resxd 365 and name CB 
segxd 3A4 and resxd 365 and name H 
segxd 3A4 and resxd 276 and name C 
segxd 3A4 and xesxd 276 and name CA 
segid 3A4 and resxd 276 and name CB 
(segid 3A4 and resid 276 and name CG2 
segid 3A4 and resid 276 and name O ) 



46 
,54 
,44 
.45 
.64 
0.70 
0.60 
0.63 
0.53 
0.47 
0.45 
0.40 
0.63 
0.62 
0.68 
0.50 
0.59 
0.56 
0.63 
0.46 
0.14 
0.17 
0.25 
0.44 
0.45 
0.31 
0.27 
0.40 
0.39 
0.63 
0.76 
0.54 
0.47 
0.57 
0.50 
0.44 
0.43 
0.44 
0.51 
0.43 
0.43 
0.62 
0.54 
0.93 
1.21 
0.99 
0.66 
0.70 
1.15 
0.54 
0.39 
0.45 
0.55 
0.05 
0.04 
0.08 
0.04 
0.06 
0.11 
0.25 
0.36 
0.20 
0.22 
0.51 
0.48 
0.48 
0.46 
0.61 
0.49 
0.54 
0.44 
0.41 
0.39 
0.47 
0.03 
0.01 
0.03 
0.10 
0.03 



6.77 
5.92 
6.73 
4.53 
7.67 
6.77 
7.27 
6.25 
6.92 
7.37 
5.64 
6.50 
5.98 
5.51 
4.81 
6.20 
5.82 
6.11 
6.30 
5.71 
5.48 
2.45 
1.46 
2.46 
2.96 
3.48 



0.12 
0.37 
0.61 
0.83 
0.46 
0.54 
0.44 
0.46 
0.63 
0.71 
0.59 
0.62 
0.52 
0.47 
0.44 
0.39 
0.63 
0.63 
0.67 
0.49 
0.59 
0.56 
0.63 
0.47 
0.14 
0.18 
0.24 
0.43 
0.44 
0.31 
0.26 
0.39 
0.39 
0.62 
0.75 
0.55 
0.46 
0.57 
0.50 
0.44 
0.43 
0.44 
0.51 
0.44 
0.42 
0.62 
0.54 
0.94 
1.21 
0.99 
0.65 
0.71 
1.15 
0.53 
0.39 
0.45 
0.56 
0.06 
0.04 
0-08 
0.03 
0.07 
0.10 
0.25 
0.35 
0.19 
0.21 
0.50 
0.48 
0.48 
0.46 
0.62 
0.48 
0.54 
0.43 
0.42 
0.38 
0.48 
0.02 
0.01 
0.02 
0.10 
0.04 



362 



10 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 



30 



assign (*egid 3A4 and resid 27$ and name N 
assign («>egid 3A4 and re«»id 276 and name N 
assign (&egid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
(segid 3A4 and resid 276 and name N 
(segid 3A4 and resid 276 and name N 
(segid 3A4 and resid 276 and name N 
(segid 3A4 and resid 276 and name N 
(segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name N 
assign (segid 3A4 and resid 276 and name O 
assign (segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 276 and name 0 
(segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 276 and name O 
assign (segid 3A4 and resid 276 and name 0 
assign (segid 3A4 and resid 276 and name O 
assign (segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 276 and name O 
(segid 3A4 and resid 276 and name 0 



(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 2*7 and name CD ) 
(segid 3A4 and resid 277 and name N ) 
(segid 3A4 and re3id 2)7 and name O ) 
(segid 3A4 and resid 278 and name C ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name N ) 
(segid 3A4 and resid 278 and name O > 
(segid 3A4 and resid 279 and name C ) 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 279 and name O ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 276 and name CB ) 
(segid 3A4 and resid 276 and name CG2) 



assign 
assign 
assign 
assign 
assign 



35 



40 



45 



50 



^ \>t;y j-u -M-»-m — ■ — • — 

(segid 3A4 and resid 276 and name 
assxgn ( segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 27 6 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name O 

O 
o 

0 

o 
o 

c 

C 

c 



assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 276 and name 
assign (segid 3A4 and resid 277 and name 
assign (segid 3A4 and resid 277 and name 
assign (segid 3A4 and resid 277 and name 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
55 assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
60 assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
65 assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
70 assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
assign (segid 3A4 and resid 277 and name C 
75 assign (segid 3A4 and resid 27 7 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and res id 277 and name CA ) 
80 assign (segid 3A4 and resid 277 and name CA J 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 



( segid 3A4 and resid 277 and name C 
(segid 3A4 and resid 277 and name CA 
(segid 3A4 and resid 277 and name CB 
(segid 3A4 and resid 277 and name N 
(segid 3A4 and resid 277 and name 0 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name CA 
(segid 3A4 and resid 278 and name CB 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name O 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name CA 
(segid 3A4 and resid 279 and name CB 
(segid 3A4 and resid 279 and name N 
(segid 3A4 and resid 279 and name O 
(segid 3A4 and resid 280 and name C 
(segid 3A4 and resid 280 and name CA 
(segid 3A4 and resid 280 and name CB 
(segid 3A4 and resid 280 and name N 
(segid 3A4 and resid 280 and name 0 
(segid 3A4 and resid 281 and name C 
< segid 3A4 and resid 281 and name CA 
(segid 3A4 and resid 281 and name CB 
(segid 3A4 and resid 281 and name N 
(segid 3A4 and resid 282 and name N 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name O ) 
(segid 3A4 and resid 278 and name C ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name W ) 
(segid 3A4 and resid 278 and name O ) 
(segid 3A4 and resid 279 and name C ) 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 279 and name O ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N 1 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name O ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 277 and name C 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name O ) 
(segid 3A4 and resid 278 and name C ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name N ) 
(segid 3A4 and resid 278 and name O I 
(segid 3A4 and resid 279 and name C ) 



4.67 
4.17 
4.89 
2.77 
5.77 
5.63 
5.26 
5.28 
4.25 
6.84 
6.54 
5.67 
5.08 
4.85 
7.75 
7.33 
7.14 
6.19 
3.31 
4.58 
2.94 
2.78 
4.26 
2.25 
3.42 
4.07 
4.31 
5.25 
3.36 
4.98 
3.84 
3.73 
3.53 
3.28 
5.02 
5.09 
3.95 
3.69 
3.04. 
6.23 
7.30 
6.44 
6.64 
5-08 
6.93 
6.73 
6.4b 
2.48 
1.24 
3.04 
2.44 
3.71 
1.33 
3.86 
4.54 
4.47 
5.15 
3.32 
5.61 
4.84 
4.52 
4.35 
3.80 
6.04 
6.07 
4.99 
4.57 
4.08 
7.23 
7.23 
5.95 
6.73 
6.07 
6.42 
1.51 
1.53 
2.40 
4.42 
3.79 
4.83 
2.41 
5.32 
5.52 



0.03 
0.04 
0.07 
0.04 
0.04 
0.09 
0.07 
0.10 
0.04 
0.09 
0.13 
0.15 
0.24 
0.12 
0.13 
0.15 
0.20 
0.14 
0.05 
0.08 
0.03 
0.02 
0.02 
0.02 
0.04 
0.10 
0.08 
0.09 
0.09 
0.11 
0.12 
0.07 
0.16 
0.05 
0.12 
0.19 
0.17 
0.18 
0.15 
0.18 
0.18 
0.18 
0.14 
0.18 
0.18 
0.26 
0.72 
0.03 



0.03 
0.05 
0.07 
0.05 
0.04 
0.09 
0.07 
0.09 
0.05 
0.09 
0.13 
0.15 
0.23 
0.12 
0.12 
0.16 
0.20 
0.13 
0.04 
0.07 
0.02 
0.01 
0.02 
0.02 
0.04 
0.09 
0.08 
0.10 
0.09 
0.12 



0.02 
0.03 
0.02 
0.06 
0.01 
0.06 
0.04 
0.06 
0.14 
0.07 
0.07 
0.08 
0.03 
0.10 
0.05 
0.07 
0.13 
0.11 
0.09 
0.09 
0.14 
0.15 
0.13 
0.36 
0.63 
0.48 
0.01 
0.01 



11 
,08 
.16 
.05 
.12 
.19 
0.16 
0.18 
0.14 
0.18 
0.17 
0.18 
0.1S 
0.17 
0.19 
0.26 
0.73 
0.03 
0.01 
0.03 
0.02 
0.05 
0.01 
0.06 
0.04 
0.07 
0.13 
0.07 
0.07 
0.08 
0.04 
0.11 
0.04 
0.07 



02 
.03 
.02 
.05 
.02 
.06 
.06 



12 
10 
09 
10 
13 
15 
12 
36 
.63 
.48 
.02 
.00 
.02 
.03 
.02 
0.05 
0.02 
0.06 
0.07 



363 



assign (segid 3A4 and res id 277 and name CA J 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and res id 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
5 assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
10 assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA > 
assign (segid 3A4 and resid 277 and name CA ) 
1 5 assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and iesid 277 and name CA J 
20 assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA > 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA > 
25 assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA > 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
30 assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA 
assign (segid 3A4 and resid 277 and name CA 
35 assign (segid 3A4 and resid 277 and name CA 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA > 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
{segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and re3id 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
I segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 
c^ A «» (segid 3A4 and resid 277 and name CA ) 
70 assign (segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA ) 

* . » > nnn r»n 



(segid 3A4 
(segid 3A4 
(segid 3A4 



40 



45 



50 



55 



60 



65 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 279 and name O ) 
and resid 280 and name C ) 
and resid 280 and name CA ) 
ia « yiU ^ and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N > 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 303 and name CB ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB > 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and re&xd 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB > 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 Bnd name CA ) 
(segid 3A4 and re3id 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(s»egid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB > 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 13.91 
(segid 3A4 and resid 404 and name CB > 14.27 
(segid 3A4 and resid 405 and name CA ) 10.27 
(segid 3A4 and resid 405 and name CB ) 9.74 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB 

* . . i jnn — — ^1 mama m/1 



5.48 
5.81 
4.42 
6.65 
5.73 
5.17 
4.58 
4.56 
6.90 
7.35 
6.16 
5.81 
5.17 
8.62 
7.32 
13.22 
14.14 
10.48 
9.52 
9.85 
10.20 
13.17 
12.51 
12.32 
9.54 
8.25 
12.09 
12.88 
14.73 
15.31 
13.14 
12.09 
12.52 
11.82 
16.17 
16.81 
17.32 
17.06 
15.92 
14.54 
16.90 
18.00 
14.92 
15.18 
11.72 
10.78 
11.25 
12.49 
10.13 
8.82 
18.30 
18.73 
16.89 
18.19 
19.06 
14.89 
13.74 
14.60 
15.27 
16.77 



(segid 3A4 and resid 277 and name CA ) (segia ^ ana ~- - 

segid 3A4 and resid 277 and name CA ) (segid 3A4 and resid 409 and name CD2 
(segid 3A4 and resid 277 and name CA ) (segid 3A4 and resid 409 and name CG ) 



80 



^aeyiu omm »— — — — — „ 

(segid 3A4 and resid 277 and name CA ) 
I segid 3A4 and resid 277 and name CA > 
(segid 3A4 and resid 277 and name CA ) 
(segid 3A4 and resid 277 and name CA > 
assign (segid 3A1 and resid 277 and name CA ) 
assign (segid 3A4 and resid 277 and name CA > 
assign (segid 3A4 and resid 277 and name CA ) 

assian (seaid 3A4 and resid 277 and name CA ) (segia jm« ««« ™ " n ~ " me nv , 

llltZ illlH 3M and resid 277 and na»e CA > jsegid 3M and resid 416 and name CA , 
assign (segid 3A4 and resid 277 and name CA ) (segid 3A4 ana res*« 



isegiu o/vi — — - 

(segid 3A4 and resid 410 and name CA 
segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 414 and name CA 
segid 3A4 and resid 415 and name CA 
segid 3A4 and resid 415 and name CB 



0.07 
0.16 
0.06 
0.09 
0.14 
0.11 
0.19 
0.06 
0.12 
0.16 
0.16 
0.14 
0.14 
0.16 
0.16 
0.37 
0.33 
0.30 
0.35 
0.46 
0.50 
0.45 
0.43 
0.50 
0.35 
0.38 
0.49 
0.56 
0.39 
0.43 
0.31 
0.34 
0.33 
0.38 
0.34 
0.34 
0.30 
0.29 
0.48 
0.53 
0.50 
0.5B 
0.55 
0.59 
0.45 
0.43 
0.59 
0.63 
0.69 
0.73 
0.25 
0.27 
0.31 
0.42 
0.46 
0.38 
0.34 
0.34 
0.39 
0.38 
0.52 
0.61 
0.45 
0.35 
0.54 
0.43 
0.37 
0.39 
0.37 
0.49 
0.39 
0.65 
0.51 
0.48 
0.70 
0.63 
0.97 
1.06 
0.91 
0.94 
0.88 
1.37 
0.95 



10.84 
12.83 
14.20 
11.06 
10.70 
8.01 
6.85 
5.73 
6.23 
10.63 
12.75 
13.64 
10.95 
9.67 
9.83 
11.46 
12.13 
13.67 
16.93 



0.07 
0.17 
0.06 
0.08 
0.13 
0.11 
0.19 
0.07 
0.12 
0.16 
0.16 
0.13 
0.14 
0.17 
0.15 
0.37 
0.33 
0.30 
0.36 
0.45 
0.49 
0.46 
0.44 
0.51 
0.35 
0.36 
0.49 
0.55 
0.38 
0.42 
0.31 
0.33 
0.34 
0.39 
0.34 
0.34 
0.30 
0.29 
0.48 
0.53 
0.51 
0.58 
0.54 
0.59 
0.45 
0.43 
0.59 
0.62 
0.68 
0.72 
0.24 
0.28 
0.31 
0.42 
0.46 
0.38 
0.34 
0.34 
0.39 
0.38 
0.53 
0.62 
0.44 
0.35 
0.53 
0.43 
0.37 
0.39 
0.37 
0.49 
0.39 
0.64 
0.50 
0.49 
0.70 
0.62 
0.96 
1.06 
0.91 
0.94 
0.88 
1.36 
0.96 



364 



assign (segxd 3A4 and resxd 271 and name CA 
assign (segxd 3A4 and resxd 277 and name CA 
assign (segxd 3A4 and resxd 277 and name CA 
assign (segid 3A4 and resxd 277 and name CB 
5 assign (segxd 3A4 and resxd 277 and name CB 
asaxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and lesid 277 and name CB 
assign (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resxd 277 and name CB 
10 assxgn (segxd 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assxgn (segid 3A4 and resxd 277 and name CB 
assxgn (segid 3A4 and resxd 277 and name CB 
assign (segid 3A4 and resxd 277 and name CB 
15 assign (segxd 3A4 and resxd 277 and name CB 
assxgn (segxd 3A4 and resxd 277 and name CB 
assxgn (segxd 3A4 and resxd 277 and name CB 
assxgn (segxd 3A4 and resxd 277 and name CB 
assxgn (segxd 3A4 and resxd 277 and name CB 
20 assxgn (segxd 3A4 and resxd 277 and name CB 
assign (segxd 3A4 and resxd 277 and name CB 
assign (segxd 3A4 and resxd 277 and name CB 
assign (segxd 3A4 and resxd 277 and name CB 
assign (segxd 3A4 and resxd 277 and name CB 
25 assign (segxd 3A4 and resxd 277 and name CB 
assxgn (segid 3A4 and resid 277 and name CB 
assign (segxd 3A4 and resxd 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
30 assign (segid 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
35 assign (segid 3A4 and resxd 277 and name CB 
assxgn (segid 3A4 and resxd 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assxgn (segid 3A4 and resxd 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
40 assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segid 3A4 and resxd 277 and name CB 
assign (segid 3A4 and resxd 277 and name CB 
assign (segid 3A4 and resxd 277 and name CB 
45 assxgn (segxd 3A4 and resxd 277 and name CB 
assign (segxd 3A4 and resid 277 and name CB 
assxgn (segid 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
50 assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
55 assign (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
60 assxgn (segxd 3A4 and resxd 277 and name CB 
assxgn (segxd 3A4 and resxd 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
65 assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assxgn (segid 3A4 and resxd 277 and name CB 
assign (segid 3A4 and resxd 277 and name CB 
assxgn (segid 3A4 and resxd 277 and name CB 
70 assxgn (segid 3A4 and resxd 277 and name CB 
assxgn (segid 3A4 and resxd 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assign (segid 3A4 and rosid 277 and name CB 
assign (segid 3A4 and resxd 277 and name CB 
75 assign (segid 3A4 and resxd 211 and name CB 
assign (aegid 3A4 and resxd 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assxgn (segid 3A4 and resid 277 and name CB 
on assi 9 n (aegid 3A4 and resxd 277 and name CB 
8U assxgn (aegid 3A4 and tesxd 277 and name CB 
assxgn (segxd 3A4 and resid 277 and name CB 
assign (segid 3A4 and resid 277 and name CB 
assign (aegid 3A4 and resid 277 and name CB 



(segxd 3A4 and resxd 438 and name CA 
(segxd 3A4 and resid 439 and name CA 
(segxd 3A4 and resid 440 and name CA 
(segxd 3A4 and resxd 278 and name C 
(segxd 3A4 and resxd 278 and name CA 
(segxd 3A4 and resxd 278 and name CB 
(segxd 3A4 and resxd 278 and name K 
(segxd 3A4 and resxd 278 and name O 
(segxd 3A4 and resxd 279 and name C 
(segxd 3A4 and resxd 279 and name CA 
(segxd 3A4 and resid 279 and name CB 
(segxd 3A4 and resid 279 and name N 
(segid 3A4 and resid 280 and name C 
(segxd 3A4 and resxd 280 and name CA 
(segxd 3A4 and resxd 280 and name CB 
(segxd 3A4 and resxd 280 and name N 
(segxd 3A4 and resxd 281 and name CA 
(segxd 3A4 and resxd 281 and name CB 
(segxd 3A4 and resxd 281 and name N 
(segxd 3A4 and resxd 282 and name CA 
(segxd 3A4 and resxd 303 and name CA 
(segid 3A4 and resid 303 and name CB 
(segid 3A4 and resid 304 and name CA 
(segxd 3A4 and resid 304 and name CB 
(segxd 3A4 and resxd 305 and name CA 
(segxd 3A4 and resxd 305 and name CB 
(segxd 3A4 and resxd 308 and name CA 
(segxd 3A4 and resxd 307 and name CA 
(segxd 3A4 and resid 307 and name CB 
(segxd 3A4 and resid 306 and name CA 
(segxd 3A4 and resid 308 and name CB 
(segid 3A4 and resid 309 and name CA 
(segxd 3A4 and resid 309 and name CB 
(segxd 3A4 and resid 310 and name CA 
(segxd 3A4 and resxd 310 and name CB 
(segxd 3A4 and resid 311 and name CA 
(segxd 3A4 and resid 311 and name CB 
(segxd 3A4 and resid 312 and name CA 
(segxd 3A4 and resid 312 and name CB 
(segxd 3A4 and resid 313 and name CA 
(segxd 3A4 and resid 313 and name CB 
(segxd 3A4 and resxd 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resxd 315 and name CA 
(segxd 3A4 and resid 315 and name CB 
(segxd 3A4 and resid 33 6 and name CA 
(segxd 3A4 and resid 361 and name CA 
(segxd 3A4 and resid 362 and name CA 
(segxd 3A4 and resxd 362 and name CB 
(segxd 3A4 and resxd 363 and name CA 
(segxd 3A4 and resxd 363 and name CB 
(segxd 3A4 and resxd 364 and name CA 
(segxd 3A4 and resxd 364 and name CB 
(segxd 3A4 and resid 365 and name CA 
(segxd 3A4 and resid 365 and name CB 
(segxd 3A4 and resid 398 and name CA 
(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 401 and name CA 
(segxd 3A4 and resxd 402 and name CA 
(segxd 3A4 and resxd 402 and name CB 
(segxd 3A4 and resid 403 and name CA 
(segid 3A4 and resid 403 and name CB 
(segxd 3A4 and resid 404 and name CA 
(segxd 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segxd 3A4 and resxd 407 and name CB 
(segxd 3A4 and resxd 408 and name CA 
(segxd 3A4 and resxd 408 and name CB 
(segxd 3A4 and resid 409 and name CA 
(segxd 3A4 and resid 409 and name CB 
(segxd 3A4 and resid 409 and name CD2 
(segxd 3A4 and resid 409 and name CG 
(segxd 3A4 and resid 410 and name CA 
(segxd 3A4 and resid 411 and name CA 
(segxd 3A4 and resxd 411 and name CB 
(segxd 3A4 and resxd 412 and name CA 
(segxd 3A4 and resxd 413 and name CA 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 415 and name CA 



17.08 
17.40 
14.67 
5.41 
4.43 
5.27 
3.12 
6.26 
6.91 
6.82 
7.22 
5.63 
6.85 
6.49 
5,83 
6.00 
6.88 
6.25 
6.13 
9. 58 
14.55 
15.51 
11.91 
10.99 
11.03 
11.28 
14.34 
13.79 
13.69 
10.65 
9.35 
12.93 
13.72 
15.69 
16.37 
14.04 
13.04 
13.07 
12.31 
16.73 
17.44 
17.98 
17.82 
16.36 
14.97 
17.10 
18.38 
15.40 
15.73 
12.29 
11.23 
12.21 
13.46 
11.36 
10.10 
18.99 
19.53 
18.56 
15.30 
14.40 
15.38 
15-72 
17.18 
14.03 
14.33 
10.51 
10.11 
11.30 
12.91 
14.24 
10.74 
10.33 
7.79 
6.82 
5.33 
6.14 
10.58 
12.29 
13.16 
10.11 
8.47 
8.49 
10.05 



0.19 

0.33 

0.33 

0.03 

0.06 

0.08 

0.06 

0.05 

0.05 

0.07 

0.16 

0.07 

0.11 

0.09 

0.21 

0.05 

0.14 

0.14 

0.12 

0.15 

0.41 

0.36 

0.31 

0.35 

0.45 

0.47 

0.48 

0.48 

0.54 

0.44 

0.46 

0.56 

0.62 

0.47 

0.50 

0.38 

0.40 

0.38 

0.41 

0.40 

0.40 

0.34 

0.35 

0.46 

0.51 

0.48 

0.56 

0.54 

0.60 

0.46 

0.45 

0.61 

0.64 

0.68 

0.72 

0.28 

0.27 

0.51 

0.44 

0.41 

0.41 

0.47 

0.46 

0.55 

0.62 

0.47 

0.37 

0.62 

0.48 

0.41 

0.42 

0.38 

0.50 

0.43 

0.65 

0.55 

0.57 

0.79 

0.72 

1.05 

1. 11 

0.95 

1.01 



0.19 
0.33 
34 
03 
05 
09 
05 
06 



0.05 

0.06 

0.16 

0.06 

0.12 

0.10 

0.20 

0.05 

0.15 

0.14 

0.13 

0.14 

0.42 

0.36 

0.31 

0.36 

0.45 

0.47 

0.49 

0.49 

0.53 

0.44 

0.46 

0.56 

0.62 

0.47 

0.50 

0.38 

0.41 

0.38 

0.42 

0.40 

0.41 

0.35 

0.36 

0.46 

0.50 

0.47 

0.55 

0-54 

0.60 

0.47 

0.44 

0.60 

0.63 

0.67 

0.72 

0.28 

0.27 

0.51 

0.44 

0.42 

0.41 

0.46 

0.46 

0.56 

0.63 

0.46 

0.37 

0.62 

0.47 

0-42 

0.43 

0.38 

0.49 

0.43 

0.65 

0.55 

0.57 

0-79 

0.72 

1.04 

1.11 

0.95 

1.01 
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assxgn 3A4 and ra.xd 271 and na»e CB | <sa,*d 3A4 nod 415 an- na»e CB ) 

aswgn tsegid 3A4 and resid 271 and name CB aegid JM ano ^ ^ J 

SS5 Stf SS ana SSS S S= | 5 S S. and -aid 423 and CA , 



10 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 277 and name CB > 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name CB ) 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



(segid 3A4 and resid 277 and name CB 
(segid 3A4 and resid 277 and name H 
(segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name H 
assign (segid 3A4 and resid 277 and name N 
assian (segid 3A4 and resid 277 and name N 
assign legid 3A4 and resid 277 and name M 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name N 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name 0 
assign (segid 3A4 and resid 277 and name 0 
assign (segid 3A4 and resid 277 and name 0 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and tesid 277 and name 0 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name 0 
assign segid 3A4 and resid 277 and name O 
assign segid 3A4 and resid 277 and name O 
"sign (segid 3A4 and resid 277 and name O 
assign segid 3A4 and resid 277 and name O 
assign segid 3A4 and resid 277 and name O 
assign segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assign* segid 3A4 and resid 277 and name 0 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assign (segid 3A4 and resid 277 and name O 
assiS. segid 3A4 and resid 277 and name O 
- " (segid 3A4 and resid 277 and name O 
(segid 3A4 and resid 277 and name O 
(segid 3A4 and resid 277 and name O 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
assign (segid 3A4 and resid 278 and name C 
assign (segid 3A4 and resid 27 B and name C 
assign (segid 3A4 and resid 278 and name C 
assign (segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and re3id 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resxd 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A4 and resid 278 and name C 
(segid 3A1 and resid 278 and name C 
80 assign (segid 3A4 and rosid 278 and name C 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



lauyiu -wa 

(segid 3A4 and resid 435 and name CA J 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 277 and name C ) 
(segid 3A4 and resid 277 and name CA 
(segid 3A4 and resid 277 and name CB ) 
(segid 3A4 and resid 277 and name O ) 
(segid 3A4 and resid 278 and name C ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
Uegid 3A4 and resid 278 and name N ) 
(segid 3A4 and resid 278 and name O ) 
(segid 3A4 and resid 27 9 and name C ) 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 279 and name O ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB > 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 277 and name CB > 
(segid 3A4 and resid 278 and name C ) 
(segid 3A4 and resid 278 and name CA ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name N ) 
(segid 3A4 and resid 278 and name O ) 
(segid 3A4 and resid 279 and name C ) 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name N ) 
(segid 3A4 and resid 279 and name O ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 280 and name O 
(segid 3A4 and resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA 
(segid 3A4 and resid 281 and name CB 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name O ) 
(segid 3A4 and resid 282 and name C 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N ) 
l segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB J 
(segid 3A4 and resid 409 and name CD2J 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name O ) 
(segid 3A4 and resid 279 and name C ) 
(segid 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB 
( segid 3A4 and lesid 279 and name N ) 
(segid 3A4 and resid 27 9 and name O ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name M ) 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name O ) 
(seaid 3A4 and resid 282 and name C ) 
(segid 3A4 and resid 282 and name CA > 
(segid 3A4 and resid 282 and name N 
(soqid 3A4 and resid 282 and name O 
(segid 3A4 and Lesid 278 and name C ) 



) 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



assign isegtd 3M and resid 278 and 'name CA I (sogio oj» « _ — — QQ j 
assign » £ and SXS SS £ 5= S ! ™ «- ~» ™ - « ° » 



10.71 
12.29 
15.52 
18.02 
18.48 
16.04 
16.16 
13.35 
2.45 
1.46 
2.45 
3.50 
4.72 
4.19 
4.92 
2.78 
5.79 
5.67 
5.34 
5-32 
4.35 
6.87 
6.50 
5.67 
5.16 
4.86 
7.70 
7.23 
6.98 
6.11 
3.30 
2.99 
2.78 
4.25 
2.25 
3.45 
4.10 
4.40 
5.30 
3.48 
5.01 
3.78 
3.73 
3.65 
3.28 
4.94 
4.98 
3.82 
3.52 
2.94 
6.10 
7.20 
6.37 
5-01 
7.04 
5.86 
5.60 
5.74 
6.98 
2.48 
1.23 
3.00 
2.43 
3.66 
1.33 
3.84 
4.52 
4.45 
5.23 
3.27 
5.61 
4.84 
4.52 
4.31 
3.79 
6.04 
6.04 
5.00 
4.10 
7.18 
1.51 
1.52 
2.39 



0.98 
1.41 
1.01 
1.24 
0.60 
0.19 
0.34 
0.33 
0.02 
0.01 
0.03 
0.02 
0.05 
0.05 
0.06 
0.04 
0.05 
0.08 
0.09 
0.20 
0.08 
0.08 
0.15 
0.13 
0.21 
0.08 
0.14 
0.14 
0.12 
0.14 
0.06 
0.06 
0.05 
0.06 
0.02 
0.08 
0.10 
0.11 
0.18 
0.12 
0.10 
0.09 
0.10 
0.08 
0.14 
0.08 
0.15 
0.13 
0.13 
0.11 
0.15 
0.13 
0.18 
0.17 
0.48 
0.38 
0.65 
0.49 
0.57 
0.03 
0.00 
0.04 
0.02 
0.04 
0.00 
0.07 
0.04 
0.06 
0.03 
0.07 
0.04 
0.05 
0.08 
0.10 
0.08 
0.04 
0.05 
0.08 
0.05 
0.05 
0.01 
0.02 
0.01 



0.98 
1.40 
1.00 
1.24 
0.61 
0.19 
0.35 
0.34 
0.02 
0.01 
0.03 
0.03 
0.05 
0.04 
0.05 
0.04 
0.06 
0.07 
0.10 
0.20 
0.08 
0.08 
0.14 
0.13 
O.20 
0.08 
0.13 
0.14 
0.11 
0.13 
0.05 
0.06 
0.04 
0.06 
0.02 
0.07 
0.11 
0.12 
0.19 
0.12 
0.10 
0.09 
0.10 
0.09 
0.13 
0.09 
0.15 
0.12 
0.12 
0.10 
0.16 
0.14 
0.19 
0.17 
0.48 
0.38 
0.64 
0.49 
0.57 
0.02 
0.00 
0.04 
0.01 
0.05 
O.OO 
0.07 
0.05 
0.06 
0.04 
0.07 
0.03 
0.04 
0.07 
0.10 
0.07 
0.04 
0.05 
0.08 
0.05 
0.04 
0.01 
0.02 
0.02 



• i. s * u' »••->• <* -to *• *r~* JTcJP 
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assign 
assign 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 



10 



15 



20 



25 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



(segxd 3A4 and res id 218 and name CA ) 
assign (segxd 3A4 and resid 278 and name CA ) 
assxgn (segxd 3A4 and resxd 278 and name CA 
assign (segxd 3A4 and resxd 278 and name CA ) 
assign isegxd 3A4 and resxd 278 and name CA 
assign (segxd 3A4 and resxd 278 and name CA 
assxgn (segid 3A4 and resxd 278 and name CA 
assxgn (segxd 3A4 and resxd 278 and name CA 
assign (segxd 3A4 and resxd 278 and name CA 
assign (segxd 3A4 and resxd 278 and name CA ) 
assign (segxd 3A4 and resxd 278 and name CA 
assxgn (segxd 3A4 and resxd 278 and name CA 
assxgn (segxd 3A4 and resxd 278 and name CA ) 
assign (segxd 3A4 and resxd 278 and name CA ) - . 

assign Uid 3A4 and resxd 278 and name CA segxd 3A4 ™ _ _ ^ Q } 
assxgn (segid 3A4 and resid 278 and name CA segxd 3A4 an ^ ^ ^ CA ) 

assxgn (segxd 3A4 and resxd 278 and name CA segxd 3A4 a a ^ ^ } 

assign (segxd 3A4 and resxd 278 and name CA segxd 3A4 an ^ ^ CA ) 

assxgn (segxd 3A4 and resxd 278 and name CA segxd 3A4 ana ^ ^ qq ) 

assign (segxd 3A4 and resxd 278 and name CA segxd 3A* ana ^ ^ ^ } 

(segxd 3A4 and resid 278 and name CA segxd 3A4 and ^ cq } 

(segxd 3A4 and resid 278 and name CA segid 3A4 ana res 

(segxd 3A4 and resid 278 and name CA segxd 3A4 and resxd j ^ 
(segxd 3A4 and resid 278 and name CA segxd 3A4 and resxd ^ ^ ^ ^ 
(segxd 3A4 and resxd 278 and name CA ) segxd JA4 ana ^ 

segxd 3A4 and resxd 278 and name CA ) segxd 3A4 and resxd 307 and name ga 
Isegxd 3A4 and resxd 278 and name CA segxd 3A4 and resxd 307 and name ^ > 

» £S E SSS 55 =S name S ! 1SES « ^ -xd « and name CB ) 



and resid 279 and name C 1 
and resxd 279 and name CA ) 
iaeiJiU and resxd 279 and name CB ) 
(segxd 3A4 and resid 279 and name N J 
(segxd 3A4 and resxd 279 and name O ) 
(segxd 3A4 and resxd 280 and name C ) 
(segxd 3A4 and resxd 280 and name CA ) 
and resxd 280 and name CB ) 
and resxd 280 and name N ) 
and resid 280 and name O > 
and resxd 281 and name C ) 
i»« y *« ™ and resxd 281 and name CA ) 
(segxd 3A4 and resxd 281 and name CB > 
(segid 3A4 and resid 281 and name N 1 
and resxd 281 and name O 1 



assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
absign 
assxgn 
assxgn 
assign 
assign 



4.37 
3.78 
4.77 
2.41 
5.29 
5.45 
5.42 
5.88 
4.34 
6.58 
5.65 
5.07 
4.44 
4.51 
6.82 
7.29 
6.12 
5.13 
13.27 
13.88 
10.96 
9.73 
11.31 
11.60 
14.87 
14.19 
13.66 
11.93 
10.66 



30 assxgn (segxd 3A4 and resxd 278 and name CA 
(segid 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
awi a a (segxd 3A4 and resxd 278 and name CA J 
assxgn (segxd 3A4 and resxd 278 and name CA ) 
35 assxgn (segid 3A4 and resid 218 and name CA 
assign (segxd 3A4 and resxd 218 and name CA ) 
assign (segxd 3A4 and resxd 218 and name CA ) 
assign (segxd 3A4 and resxd 218 and name CA ) 
assign (segxd 3A4 and resid 218 and name CA ) 
40 assign Isegxd 3A4 and resxd 218 and name CA 
assxgn (segxd 3A4 and resxd 218 and name CA 
assxgn (segxd 3A4 and resxd 218 and name CA 
assign (segxd 3A4 and resxd 218 and name CA ) 
assxgn (segxd 3A4 and resxd 218 and name CA 
45 assxgn (segxd 3A4 and resxd 278 and name CA 
assign (segxd 3A4 and resxd 278 and name CA 

~ . . . .j otO noma CA. \ 



(segxa jma — — • ftfl 

(segid 3A4 and resxd 309 and name CA ) 14.88 



(segxd 3A4 and resid 309 and name CB > 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segxd 3A4 and resxd 311 and name CB > 
(segxd 3A4 and resxd 312 and name CA ) 
(segxd 3A4 and resxd 312 and name CB ) 
(segxd 3A4 and resxd 313 and name CA ) 
(segxd 3A4 and resxd 315 and name CB ) 
(segxd 3A4 and resxd 362 and name CA ) 
(segxd 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resxd 363 and name CB ) 
(segid 3A4 and resxd 364 and name CA ) 
(segid 3A4 and resxd 364 and name CB ) 
(segxd 3A4 and resxd 365 and name CA ) 



assign (segxd 3A4 and resxd 278 and name ~» and nfm& QB 

assign (segxd 3A4 and resxd 278 and name CA segxd 3A4 a^ ^ ^ ^ ^ CA 



50 



55 



60 



65 



70 



75 



80 



assign (sogxd 3A4 and resxd 278 and name CA 
assign (segxd 3A4 and resxd 278 and name CA 
assign (segxd 3A4 and resxd 278 and name CA 
assxgn (segxd 3A4 and resxd 278 and name CA 
assxgn (segxd 3A4 and resxd 278 and name CA ) 
assign (segxd 3A4 and resxd 278 and name CA ) 
assign (segxd 3A4 and resxd 278 and name CA 
assign (segid 3A4 and resid 278 and name CA ) 
assign (segid 3A4 and resxd 278 and name CA 
assxgn (segxd 3A4 and resxd 278 and name CA ) 
assign (segid 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resid 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 218 and name CA ) 
(segxd 3A4 and resxd 218 and name CA ) 
(segxd 3A4 and resxd 218 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 278 and name CA ) 
(segxd 3A4 and resxd 218 and name CB ) 
(segxd 3A4 and resxd 218 and name CB > 
(segxd 3A4 and resxd 218 and name CB ) 
(segxd 3A4 and resxd 218 and name CD ) 
(segxd 3A4 and resxd 218 and name CB 1 
(segxd 3A4 and re3id 218 and name CB ) 
(segxd 3A4 and resxd 218 and name CB ) 
(segid 3A4 and resid 218 and name CB 1 
(segid 3A4 and resid 218 and name CB ) 



15.55 
11.30 
11.63 
15.84 
14.62 
15.81 
15.21 
19.42 
11.10 
11.09 
11.05 
14.22 
13.52 
13.01 
13.99 
11.81 
10.49 
17.73 



assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



assign (segid 3A4 and resid 278 and name CB ) 



(segxd 3A4 and resxd 401 and name CA 
(segxd 3A4 and resxd 402 and name CA 15.96 
(segxd 3A4 and resxd 402 and name CB ) 16.62 
(segid 3A4 and resxd 403 and name CA ) 
(segxd 3A4 and resxd 403 and name CB ) 
(segxd 3A4 and resxd 404 and name CA J 
(segxd 3A4 and resxd 404 and name CB ) 
(segid 3A4 and resxd 405 and name CA ) 
(segid 3A4 and resxd 405 and name CB ) 
(segxd 3A4 and resxd 406 and name CA ) 
and resxd 407 and name CA J 
and resxd 407 and name CB ) 
and resxd 408 and name CA ) 
.seqia j«i and resxd 408 and name CB ) 
(segxd 3A4 and resxd 409 and name CA ) 
(segid 3A4 and resxd 409 and name CB ) 
(segxd 3A4 and resxd 410 and name CA ) 
(segid 3A4 and resxd 411 and name CA ) 
(segid 3A4 and resxd 411 and name CB ) 
(segxd 3A4 and resxd 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resxd 414 and name CA ) 
(segid 3A4 and resxd 415 and name CA ) 
(segid 3A4 and resxd 41S and name CB ) 
(segxd 3A4 and resxd 416 and name CA ) 
(segxd 3A4 and resxd 440 and name CA J 
(segxd 3A4 and resxd 279 and name C > 
(segid 3A4 and resid 279 and name CA ) 
(segxd 3A4 and resxd 279 and name CB ) 
(segxd 3A4 and resid 279 and name N ) 
(segxd 3A4 and resid 27 9 and name O ) 
-- - on d resxd 280 and name C ) 
and resxd *280 and name CA ) 
and resid 280 and name CB ) 
and resid 280 and name N ) 
and resid 281 and name C ) 



(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 



0.04 
0.02 
0.05 
0.02 
0.08 
0.06 
0.06 
0.05 
0.06 
0.06 
0.09 
0.07 
0.09 
0.07 
0.09 
0.06 
0.10 
0.08 
0.59 
0.53 
0.14 
0.19 
0.46 
0.58 
0.37 
0.25 
0.34 
0.16 
0.23 
0.42 
0.47 
0.26 
0.28 
0.23 
0.22 
0.34 
0.41 
0.32 
0.57 
0.58 
0.60 
0.44 
0.42 
0.52 
0.58 
0.61 
0.63 
0.30 
0.31 
0.33 
0.31 
0.32 
0.40 
0.47 
0.40 
0.36 
0.43 
0.38 
0.34 
0.33 
0.32 
0.40 
0.29 
0.44 
0.68 
0.58 
0.89 
1.02 
0.98 
1.29 
1.30 
1.51 
0.35 
0.06 
0.04 
0.05 
0.03 
0.10 
0.07 
0.06 
0.05 
0.05 
0.11 



17.21 
18.12 
16.33 
16.95 
12.76 
12.39 
12.29 
14.19 
15.67 
12.92 
12.96 
9.32 
6.29 
10.80 
13.24 
14.41 
11.73 
10.31 
11.57 
13.38 
13.18 
16.03 
11.20 
5.37 
4.42 
5.22 
3.09 
6.24 
6.85 
6.17 
1.29 
5.56 
6.19 



0.05 
0.02 
0.05 
0.02 
0.08 
0.06 
0.05 
0.05 
0.06 
0.07 
0.08 
0.08 
0.09 
0.07 
0.08 
0.06 
0.11 
0.08 
0.59 
0.54 
0.15 
0.19 
0.46 
0.59 
0.38 
0.24 
0.34 
0.16 
0.24 
0.42 
0.47 
0.27 
0.27 
0.23 
0.22 
0.35 
0.40 
0.33 
0.57 
0.58 
0.61 
0.45 
0.42 
0.51 
0.57 
0.61 
0.62 
0.29 
0.31 
0.34 
0.31 
0.31 
0.40 
0.47 
0.39 
0.36 
0.44 
0.38 
0.34 
0.34 
0.31 
0.40 
0.29 
0.45 
0.68 
0.59 
0.89 
1.02 
0.99 
1.29 
1.31 
1.50 
0.36 
0.06 
0.03 
0.05 
0.03 
0.10 
0.07 
0.05 
0.05 
0.06 
0.11 



367 



assign (segid 3A« and resid 278 and name CB I (segxd 3M and resid 281 and na™ £ , 

assign (segid 3A4 and resid 278 and name CB sogxd ^ „ , 

assign (segxd 3A4 and resid 278 and name CB segid a an(j ^ ^ , 

assign (segid 3A4 and re*id 278 and name CB »egid 3A« a^ N , 

assxgn (segid 3A4 and re-id 278 and name CB segid 3M an ^ ^ , 

assign (eogid 3A4 and resid 278 and name CB segid » flnd name CB , 

assign (segid 3A4 and resid 278 and name CB (segia j«« a . --. — ™ 



assign loewxu 1 _ 

assign (segxd 3A4 and resxd 278 and name CB 
assxgn (segid 3A4 and resid 278 and name CB ) 
10 assign (segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB > 
15 assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 270 and name CB 
assign (segid 3A4 and resid 278 and name CB ) 
20 assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB ) 

y ^ . . . i in a ar %H name CR 



25 



30 



35 



40 



45 



55 



assign (segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB 
(segid 3A4 and resid 218 and name CB J 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ] 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
| segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB > 
" (segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
(segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB 
50 assign (segid 3A4 and resid 278 and name CB 
assign (segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB ) 
assign (segid 3A4 and resid 278 and name CB ) 
assian (segid 3A4 and resid 278 and name CB > 
""*" J - ■ ■ and resid 278 and name CB ) 
and resid 278 and name CB ) 



(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA > 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB } 



6.41 
5.68 
5.93 
6.88 
6.12 
14.37 
14.88 
12.02 
10.71 
12.63 
13.00 
16.12 
15-20 
14.58 
13.00 
11.81 
16.09 
16.83 
18.34 
18.64 
16.67 
15.38 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



assign 
assign 
assign 
assign 
assign 



18.31 
17.12 
16.99 
14.50 
13.85 
13.26 
14.13 
12.41 
11.18 
19.16 
17.43 
18.08 
18.72 
17.81 
18.40 
14.23 
13.85 
13.80 
15.63 
17.12 
14.28 
14.31 
10.67 
9.70 



assign 
assign 



(segid 3A4 
(segid 3A4 



assign isegia o»«- j.^o^v» — ~ ■ — — — ■ 

assign (segid 3A4 and resid 278 and name CB ) 

7 % in i ■ . m on a anH name* N \ 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
" and resid 278 and name N 
and resid 278 and name N 
and resid 278 and name N 
(2e giu ^-v. and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name H 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name N 
(segid 3A4 and resid 278 and name 
(6egid 3A4 and resad 278 and namo 
(segid 3A4 and resid 278 and name 
(segid 3A4 and resid 278 and name 
(segid 3A4 and resid 278 and namo 
(segid 3A4 and resid 278 and name 
(segid 3A4 and resid 218 and name 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



< segia anu - — ■ 

(segid 3A4 and resid 312 and name CA ) 16.75 
(segid 3A4 and resid 312 and name CB ) 16.23 
(segid 3A4 and resid 315 and name CB > 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resxd 364 and name CA > 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA > 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resxd 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA > 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB J 
(segid 3A4 and resid 410 and name CA > 12.06 
(segid 3A4 and resid 411 and name CA ) 14.37 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segxd 3A4 and resid 440 and name CA ) 
) (segid 3A4 and resid 278 and name C ) 
) (segid 3A4 and resid 278 and name CA ) 
) (segid 3A4 and resid 278 and name CB ) 
) (segid 3A4 and resxd 278 and name O > 
) (segid 3A4 and resid 279 and name C ) 
) (segid 3A4 and resid 279 and name CA > 
) (segid 3A4 and resid 279 and name CB ) 
) (segid 3A4 and resid 279 and name N ) 
) (segid 3A4 and resid 279 and name O ) 
) (segid 3A4 and resid 280 and name C ) 
) (segid 3A4 and resxd 280 and name CA ) 
) (segid 3A4 and resid 280 and name CB ) 
) (segxd 3A4 and resxd 280 and name N ) 
) (segid 3A4 and resxd 280 and name O ) 
) (segid 3A4 and resxd 281 and name C J 
) (segid 3A4 and resxd 281 and name CA ) 
) (segid 3A4 and resxd 281 and name CB } 
) (segxd 3A4 and resxd 281 and name N ) 
) (segid 3A4 and resid 281 and name O ) 
) (segid 3A4 and resid 282 and name CA ) 
) (segid 3A4 and resxd 282 and name N ) 
> (segid 3A4 and resid 409 and name CD2) 
) (segid 3A4 and resid 278 and name CB > 
) (segid 3A4 and resid 279 and name C ) 
) (segid 3A4 and resid 27 9 and name CA ) 
) (segid 3A4 and resid 279 and name CB ) 



0.12 
0.13 
0.09 
0.10 
0.11 
0.56 
0.50 
0.14 
0.16 
0.48 
0.59 
0.38 
0.27 
0.35 
0.18 
0.26 
0.42 
0.47 
0.26 
0.29 
0.22 
0.21 
0.33 
0.40 
0.58 
0.57 
0.60 
0.41 
0.37 
0.49 
0.57 
0.57 
0.57 
0.28 
0.28 
0.31 
0.30 
0.40 
0.46 
0.38 
0.34 
0.43 
0.36 
0.32 
0.33 
0.30 
0.40 
0.27 
0.47 
0.74 
0.64 
0.95 
1.04 
0.98 
1.33 
1.35 
0.44 
0.02 
0.01 
0.05 
0-04 
0.04 
0.03 
0.08 
0.03 
0.07 
0.06 
0.03 
0.10 
0.04 
0.07 
0.08 
0.07 
0.06 
0.06 
0.10 
0.11 
0.09 
0.59 
0.05 
0.06 
0.03 
0.05 



15.58 
12.68 
10.80 
12.12 
13.67 
13.97 
17.78 
2.44 
1.46 
2.45 
3.48 
4.66 
4.18 
4.85 
2.79 
5.74 
5.57 
5.27 
5.38 
4.26 
6.78 
6.39 
5.55 
4.98 
4.75 
7.58 
7.18 
6.05 
7.22 
3.29 
2.95 
2.76 
4.23 



0.11 
0.14 
0.10 
0.11 
0.11 
0.56 
0.50 
0.13 
0.16 
0.48 
0.59 
0.38 
0.26 
0.35 
0.18 
0.26 
0.41 
0.46 
0.27 
0.29 
0.22 
0.22 
0.34 
0.39 
0.57 
0.58 
0.60 
0.41 
0.37 
0.49 
0.57 
0.57 
0.57 
0.28 
0.29 
0.31 
0.30 
0.39 
0.47 
0.38 
0.34 
0.43 
0.37 
0.32 
0.34 
0.30 
0.39 
0.26 
0.48 
0.73 
0.64 
0.94 
1.04 
0.98 
1.33 
1.35 
0.44 
0.03 
0.00 
0.04 
0.04 
0.04 
0.02 
0.09 
0.03 
0.07 
0.06 
0.04 
0.09 
0.04 
0.06 
0.09 
0.06 
0.07 
0.06 
0.10 
0.11 
0.08 
0.59 
0.05 
0.05 
0.04 
0.05 
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10 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



15 



20 



25 



30 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



35 



(segid 3A4 and resid 278 and name O 
(segid 3A4 and res id 278 and name O 
tsegid 3A4 and res id 278 and name O 
as&1 ^ (segid 3A4 and resid 278 and name O 
assign (segid 3A4 and resid 278 and name O 
assign (segid 3A4 and resid 278 and name 0 
(segid 3A4 and resid 278 and name 0 
(segid 3A4 and resid 278 and name O 
(segid 3A4 and resid 278 and name O 
(aegid 3A4 and resid 278 and name 0 
(segid 3A4 and resid 278 and name 
(segid 3A4 and resid 278 and name 
assign (segid 3A4 and resid 278 and name 
assign (segid 3A4 and resid 278 and name 
assign (segid 3A4 and resid 278 and name 
(segid 3A4 and resid 278 and name 
(segid 3A4 and resid 279 and name 
(segid 3A4 and resid 279 and name 
(segid 3A4 and resid 279 and name 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
assign (segid 3A4 and resid 279 and name C 
assign (segid 3A4 and resid 279 and name C 
assign (segid 3A4 and resid 279 and name C 
assign (segid 3A4 and resid 279 and name C 
assign (segid 3A4 and resid 279 and name C 
assign (segid 3A4 and resid 27 9 and name C 
assign (segid 3A4 and resid 279 and name C 
~ (segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 
(segid 3A4 and resid 279 and name C 



) 



40 



45 



50 



55 



60 



assign 
assign 
assign 
assign 



) 
) 
> 
) 
) 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 

) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resvd 279 and name N 
(segid 3A4 and resid 279 and name O , 
(segid 3A4 and rosid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N ) 
l segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB > 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name O ) 
(segid 3A4 and resid 282 and name C » 



0.01 
0.10 
0.07 



(segid 3A4 and resid 282 and name CA ) 



(segid 3A4 and resid 282 and name N 
(segid 3A4 and resid 282 and name O 



(segid 3A4 and resid 279 and name CB ) 



(segid 3A4 and resid 279 and name 0 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA 
(segid 3A4 and resid 281 and name CB ) 
tsegid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name O 
(segid 3A4 and resid 282 and name C ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N ) 
(segid 3A4 and resid 282 and name O ) 
(segid 3A4 and resid 304 and name C 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 304 and name N ) 
(segid 3A4 and resid 304 and name 0 ) 
(segid 3A4 and resid 305 and name N ) 
(segid 3A4 and resid 279 and name C ) 



assign isegxu a..« ' — ' "'^ nn \ i««oid 3A4 and resid 279 ana name u > 

assign (segid 3A4 and resid 279 and name CA segid 3A4 an* e ^ ^ ^ ) 

assign (segid 3A4 and resid 279 and name CA segid 3A4 and ^ ^ ^ 



65 



70 



75 



80 



assign tsegia j/w - 

assign (segid 3A4 and resid 279 and name CA ) 
assign (segid 3A4 and resid 279 and name CA > 
assign (segid 3A4 and resid 279 and name CA ) 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA ) 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA ) 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA ) 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA ) 
assign segid 3A4 and resid 279 and name CA 
assiin segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign segid 3A4 and resid 279 and name CA 
assign seg\d 3A4 and resid 279 and name CA 
assign selid 3A4 and resid 279 and name CA 



(segid 3A4 and res»id 279 and name O ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N > 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name C i 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name o ) 
(segid 3A4 and resid 282 and name C 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N ) 
(segid 3A4 and resid 282 and name O ) 
(segid 3A4 and resid 303 and name CA 
(segid 3A4 and resid 303 and name CB 
(segid 3A4 and resid 304 and name CA J 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA 
(segid 3A4 and resid 305 and name CB J 
(segid 3A4 and resid 306 and name CA 
(segid 3A4 and resid 307 and name CA 
segid 3A4 and resid 307 and name CB 
segid 3A4 and resid 308 and name CA 



£££ (segid 3A4 and resid 279 and name CA , isegia «~ ~ and name CB , 

assign (segid 3A4 and resid 279 and name « segid » ana r ^ ^ ^ ^ , 

assign tsegid 3A4 and cesid 279 and name CA segid 3A« ana re CB ) 

assign (segid 3A4 and resid 279 and name CA segid 3A4 and resid ^ ^ ^ j 

assign (segid 3A4 and resid 279 and name CA segid 3A4 ana r ^ ^ CB ( 

assign (aegid 3A4 and resid 279 and name CA segid 3A4 ana re ^ ^ , 

assign (segid 3A4 and resid 279 and name CA segid 3A4 ana r ^ 

assign segid 3A4 and resid 279 and name CA segid 3A4 and resid 311 ^ ^ « , 

assign (segid 3A4 and resid 279 and name CA aegid 3A4 and re^ ^ nome CB ) 

assign (segid 3A4 and resid 279 and name CA segid 3A4 ana ^ ^ ^ , 

assign (segid 3A4 and resid 279 and name CA aegid 3M ana ^ ^ ^ a , 

assign (segid 3A4 and resid 279 and name CA segid 3M ana ^ ^ ^ ^ } 

assign (segid 3A4 and resid 279 and name CA segid 3A4 and name 



.Sign isegid 3A4 and resid 279 and name ca segio « » ~ ~ ^ name „ 

assign (seg.d 3A4 and reaid 279 and name CA segid 3A4 ana ^ ^ ^ } 

assign (segid 3A4 and resid 279 and name segid 3A4 ana ^ ^ QB ) 

assign (segid 3A4 and resid 279 and name CA aegid 3M a an<J name m , 

assign (segid 3A4 and resid 279 and name CA segid 3A4 ana ^ ^ ^ ^ ) 

Zll?n SS3 SS S3 -id V>1 ana %Z S ! Iseg" 3A4 end resid 363 and name CA , 



2.25 
3.41 
4.08 
4.3b 
5.37 
3.42 
5.00 
3.79 
3.75 
3.65 
3.29 
4.96 
4.93 
3.81 
2.95 
6.04 
2.53 
1.24 
3.05 
2.44 
3.71 
1.33 
3.91 
4.61 
4.52 
5.26 
3.32 
5.71 
4.87 
4.59 
3.85 
6.05 
7.01 
6.79 
5.50 
7.25 
7.32 
7.24 
1.53 

I. 52 
2.41 
4.45 
3.83 
4.88 
2.45 
5-3B 
5.55 
5.50 
5.91 
4.42 
6.70 
5.72 
5.19 
4.61 
6.86 

10.36 
10.79 
7.85 
6.46 
9.17 
9.76 
12.44 

II. 42 
10.65 

9.94 
8.89 
13.29 
13.93 
15.20 
15.26 
13.98 
12.69 
14.77 
14 .34 
18.15 
18.52 
18.76 
18.11 
18.09 
16.79 
16.15 
15.97 
13.24 



08 
.06 
.08 
.06 
.07 
.12 
.15 
0.11 
0.06 
0.06 
0.08 
0.05 
0.04 
0.04 
0.01 
0.04 
0.01 
0.03 
0.00 
0.10 
0.08 
0.08 
0.08 
0.07 
0.09 
0.09 
0.12 
0.09 
0.10 
0.23 
0.17 
0.22 
0.32 
0.30 
0.34 
0.01 
0.01 
0.02 
0.05 
0.03 
0.04 
0.02 
0.10 
0.11 
0.10 
0.10 
0.08 
0.12 
0.11 
0.18 
0.14 
0.12 
0.43 
0.38 
0.17 
0.18 
0.51 
0.64 
0.34 
0.13 
0.25 
0.21 
0.29 
0.38 
0.40 
0.22 
0.20 
0.38 
0.40 
0.48 
0.52 
0.41 
0.37 
0.42 
0.39 
0.69 
0.76 
0.77 
0.77 
0.68 



0.01 
0.11 
0.07 
0.08 
0.06 
0.07 
0.07 
0.07 
0.11 
0.15 
0.10 
0.06 
0.06 
0.08 
0.06 
0.04 
0.03 
0.00 
0.05 
0.01 
0.03 
0.01 
0.10 
0.08 
0.07 
0.08 
0.08 
0.09 
0.09 
0.12 
0.10 
0.11 
0.23 
0.17 
0.22 
0.32 
0.30 
0.33 
0.02 
0.01 
0.03 
0.05 
0.03 
0.04 
0.02 
0.10 
0.12 
0.09 
0.10 
0.07 
0.13 
0.11 
0.17 
0.14 
0.12 
0.42 
0.38 
0.16 
0.18 
0.51 
0.63 
0.34 
0.13 
0.24 
0.21 
0.30 
0.38 
0.41 
0.22 
0.19 
0.38 
0.40 
0.49 
0.52 
0.40 
0.38 
0.43 
0.40 
0.69 
0.75 
0.77 
0.77 
0.67 
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10 



15 



20 



12.88 
11.15 
12.02 
9.35 
8.06 
17.03 
14.83 
15.19 
16.60 
18.12 
16.45 
17.11 

assign isegid 3A4 and resxd 279 and name CA 1 jsegxa -»» — ™ -™ — ~ j 
'ssign « £S £ SSS "I £ = S ! S3 £ Sd resxd 406 and name CA ) 12.05 



(segxd 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CA ) 
(segxd 3A4 and resid 279 and name CA ) 
(segid 3A4 and resxd 219 and name CA ) 
(segid 3A4 and resxd 279 and name CA ) 
(segid 3A4 and resxd 279 and name CA ) 
assign (segid 3A4 and res id 279 and name CA ) 
assign (segid 3A4 and resid 279 and name CA ) 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resxd 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and te&id 363 and namo CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB > 
(segid 3A4 and resid 365 and name CA 1 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 



assign (segid 3A4 and resid 279 ana name ^ -»j ~~ ^ ^ name ^ , 

assign (segid 3A4 and resid 279 and name CA segid 3A4 an ^ ^ ^ ^ } 

assign (segid 3A4 and resid 279 and name CA segxa ^ ^ ^ 

assign (segid 3A4 and resid 279 and name CA segid 3A4 and ^ ^ ^ ^ 



assign tsegiu -»«-»-• - - — — . . 

assign (segid 3A4 and resid 279 and name CA ) 
assxgn (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 
assign (segid 3A4 and resid 279 and name CA 



(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segxd 3A4 and resid 411 and name CA ) 



14.72 
16.17 
14.24 
14.27 
10.85 
9.56 
12.10 
15.17 
16.24 



0.67 

0.69 

0.74 

0.76 

0.73 

0.26 

0.21 

0.23 

0.23 

0.23 

0.45 

0.51 

0.53 

0.49 

0.46 

0.54 

0.51 

0.41 

0.41 

0.45 

0.42 

0.39 

0.54 



25 



30 



35 



40 



assign (segid 3A4 and resid 279 and name CA segxa — - ^ ) 1%M 

assign (segid 3A4 and resid 279 and name CA segid 3A4 ana e ^ ) 0.74 

assign (segid 3A4 and resid 279 and name CA segid 3A4 ana re ^ } ^ ^ ^ 

assign (segid 3A4 and resxd 279 and name CA ) segxd 3A4 ana re ^ q.88 

assign (segxd 3A4 and resid 279 and name CA segid 3A4 ana re ^ ) ^ 46 1M 

assxgn (segxd 3A4 and resxd 279 and name CA segid 3A4 and res ^ naa e CB ) 16.96 1.00 

assign (segid 3A4 and resxd 279 and name .CA segid 3A4 ^ ^ ^ Q 

assxgn (segid 3A4 and resxd 279 and name CB segxd 3A4 ^ ^ ^ 



assxgn isegiu <*n m * *■ 

assign (segid 3A4 and resxd 279 and name CB 
assxgn isegid 3A4 and resxd 279 and name CB 
assxgn Isegid 3A4 and resxd 279 and name CB 
(segid 3A4 and re3xd 279 and name CB ) 
and resxd 279 and name CB ) 
and resxd 279 and name CB ) 
and resxd 279 and name CB ) 
and resxd 279 and name CB ) 
and resxd 279 and name CB ) 
and resxd 279 and name CB ) 
and resxd 279 and name CB ) 



assxgn 

assxgn (segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 



assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 



|£teCfiU wAtt* anu -■ j 

(segid 3A4 and resid 280 and name CA ) 
(segxd 3A4 and resxd 280 and name CB ) 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name C ) 
(segxd 3A4 and resxd 281 and name CA ) 
(segid 3A4 and resjd 281 and name CB J 
(segxd 3A4 and resid 283 and name N ) 
(segid 3A4 and resid 282 and name C ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N ] 



45 



50 



55 



60 



= 383= I lil eSSSSSSS! 

assign (segid 3A4 and resxd 279 and name CB segid 3A4 ana res ^ ^ | 

assign (segid 3A4 and resxd 279 and name CB segid 3A4 ana res ^ ) 

"'llliSiiiiiliilliii 

(segid 3A4 and resxd 279 and name CB ) 
(segid 3A4 and resxd 279 and name CB ) 
(segxd 3A4 and resid 279 and name CB ) 
(segxd 3A4 and resid 279 and name CB ) 
(segxd 3A4 and resxd 279 and name CB ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 279 and name CB ) 
(segxd 3A4 and resid 279 and name CB ) 



65 



70 



75 



assign 
assxgn 
assign 
assign 
assign 
assign 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assign 
assxgn 
assxgn 
assign 
assign 
assxgn 



laeyj-u ^ni o»« *■ ~~ — 

(segid 3A4 and resxd 308 and name CB ) 
(segid 3A4 and resxd 309 and name CA ) 
(segxd 3A4 and resxd 309 and name CB > 
(segxd 3A4 and resxd 310 and name CA ) 
(segid 3A4 and resxd 310 and name CB ) 
(segid 3A4 and resxd 311 and name CA ) 
(segid 3A4 and resxd 311 and name CB ) 
(segid 3A4 and resxd 312 and name CA > 



as Si ss sss 3 = S m s = -j - - = s ! 



(segxd 3A4 and resid 279 and name CB ) 
(segxd 3A4 and resxd 279 and name CB ) 
(segxd 3A4 and resxd 279 and name CB ) 
(segxd 3A4 and resxd 279 and name CB ) 
(segid 3A4 and resid 279 and name CB ) 



(segid 3A4 and resid 313 and name CA ) 
(segxd 3A4 and resxd 313 and name CB ) 
(segxd 3A4 and resxd 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segxd 3A4 and resxd 315 and name CA ) 



(segid 3A4 and resid 279 and name CB ) tsegxw — — 

Ss ss and sss s: a r d = s \ » s; s? sss ss s ? a 5 h > 



V auyxu jrn cutvi * — — - — - 

(segid 3A4 and resid 279 and name CB > 
(segid 3A4 and re%xd 279 and name CB ) 
(segid 3A4 and resxd 279 and name CB ) 
(segid 3A4 and resxd 279 and name CB ) 
(segid 3A4 and resxd 279 and name CB > 
(segid 3A4 and resxd 279 and name CB ) 
(segid 3A4 and resxd 279 and name CB ) 
(segxd 3A4 and resxd 279 and name CB ) 
assign (segid 3A4 and resid 279 and name CB ) 
assign (segxd 3A4 and resxd 279 and name CB ) 
assxgn (segxd 3A4 and resxd 279 and name CB ) 



(segid 3A4 and resxd 359 and name CB ) 
(segxd 3A4 and resxd 362 and name CA ) 
(segid 3A4 and resxd 362 and name CB ) 
(segid 3A4 and resxd 363 and name CA ) 
(segid 3A4 and re3id 363 and name CB ) 
(segxd 3A4 and resxd 364 and name CA I 
(segxd 3A4 and resxd 364 and name CB ) 
(segxd 3A4 and resxd 365 and name CA ) 
(segxd JA4 and resxd 365 and name CB 
(segxd 3A4 and resxd 401 and name CA 
(segid 3A4 and resid 402 and name CA ) 



80 



assign 
assign 
assign 
assign 



tseaxd 3A4 and resxd 279 and name CB J is^g*." -"^ 

segid 1m and lesxd 279 and name CB ) (segxd 3A4 and resxd 402 and name CB 

(se^id 3A4 and resxd 279 and name CB j segid 3A4 and resxd 403 and name CA 

(segid 3A4 and resxd 279 and name CB segid 3A4 and resxa ^ 

(segid 3A4 and resid 279 and name CB segid 3A4 and resid ^ ^ ^ | 



assign (segid 3A4 and resid 279 and name CB segxa j« resid 404 and name CB 

assign (segid 3A4 and resid 279 and name CB ) (segid 3A4 ana resxa 



5.47 
4.50 
5.32 
3.16 
6.37 
6.97 
6.84 
7.30 
5.64 
6.93 
6.57 
6.06 
10.43 
10.82 
7.55 
6.12 
9.12 
9.91 
12.10 
10.66 
9.82 
9.26 
8.37 
12.78 
13.55 
14.40 
14.41 
12.96 
11.62 
13.99 
13.70 
17.37 
17.78 
17.73 
17.01 
17.05 
15.75 
18.46 
17.47 
14.85 
14.62 
12.03 
11.77 
9.78 
10.59 
8.11 
6.91 
17.06 
14.98 
15.29 
17.05 
18.57 
16.91 
17.49 



0.05 
0.08 
0.13 
0.06 
0.69 
0.11 
0.07 
0.07 
0.06 
0.16 
0.22 
0.16 
0.27 
0.23 
0.27 
0.26 
0-52 
0.63 
0.34 
0.15 
0.25 
0.31 
0.39 
0.42 
0.43 
0.28 
0.23 
0.48 
0.50 
0.62 
0.67 
0.53 
0.49 
0.55 
0.51 
0.83 
0.89 
0.60 
0.72 
0.67 
0.85 
0.80 
0.80 
0.76 
0.80 
O.80 
0.76 
0.39 
0.29 
0.26 
0.29 
0.28 
0.56 
0.66 



0.66 
0.70 
0. 75 
0.76 
0.72 
0.26 
0.20 
0.22 
0.23 
0.23 
0.44 
0.52 
0.52 
0.50 
0-45 
0.55 
0.51 
0.40 
0.41 
0.46 
0.42 
0.38 
0.53 
0.45 
0.75 
0.99 
0.88 
1.06 
1.00 
0.05 
0.07 
0.14 
0.06 
0.09 
0.11 
0.08 
0.08 
0.05 
0.17 
0.23 
0.16 
0.27 
0.23 
0.28 
0.26 
0.52 
0.63 
0.34 
0.14 
0.24 
0.30 
0.39 
0.42 
0.42 
0.27 
0.22 
0.49 
0.50 
0.63 
0.66 
0-53 
0.48 
0.55 
0.51 
0.82 
0.88 
0.6Q 
0.71 
0.88 
0.85 
0.80 
0.80 
0.76 
0.80 
0.80 
0.76 
0.39 
0.29 
0.26 
0.29 
0.28 
0.57 
0.66 



370 



assign (segid 3A4 and resid 279 and name CB ) 

assign (segid 3A4 and resid 279 and nam© CB ) 

assign (segid 3A4 and resid 279 and name CB ) 

assign <segid 3A4 and resid 279 and name CB ) 

assign (segid 3A4 and resid 279 and name CB ) 



assign (beyxu -in.-* — 

assign (segid 3A4 and resid 279 and name CB 
assign (segid 3A4 and resid 279 and name CB 
assign (segid 3A4 and resid 279 and name CB 
assign (segid 3A4 and resid 279 and name CB 
10 assign (segid 3A4 and resid 279 and name CB 
assign (segid 3A4 and resid 279 and name CB 
assign (segid 3A4 and resid 279 and name CB 
assign (segid 3A4 and resid 279 and name CB ) 
assign (segxd 3A4 and resid 279 and name CB ) 
15 assign (segid 3A4 and resid 279 and name CB } 
assign (segid 3A4 and resid 279 and name CB j 
assign (segid 3A4 and resid 279 and name CB l 
assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resxd 279 and name N 
20 assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resxd 279 and name N 
assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resid 279 and name N 
25 assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resxd 279 and name N 
assign (segid 3A4 and resid 279 and name N 
assxgn (segxd 3A4 and resid 279 and name H 
30 assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resid 279 and name N 
assign (segid 3A4 and resid 279 and name N 
35 assxgn (segxd 3A4 and resxd 279 and name N 



13.26 
12.48 
12.75 
15.61 
17.02 
15.0B 
14.99 
11.84 
10.49 
13.32 



assxgn (segxd 3A4 and resxd 27 9 and name 
assxgn (segxd 3A4 and resxd 279 and name 
assxgn (segxd 3A4 and resxd 279 and name 
assxgn (segxd 3A4 and resxd 279 and name 
40 assxgn (segid 3A4 and resxd 279 and name 
assxgn (segxd 3A4 and resxd 279 and name 
assign (segid 3A4 and resid 279 and name 
assign (segid 3A4 and resid 279 and name 
assign (segid 3A4 and resid 279 and name 
45 assign (segid 3A4 and resid 279 and name 
assign (segxd 3A4 and resxd 279 and name 
assign (segxd 3A4 and resxd 279 and name 
assxgn (segxd 3A4 and resxd 279 and name 
assxgn (segxd 3A4 and resxd 279 and name 
50 assign (segid 3A4 and resxd 279 and name 
assign (segid 3A4 and resid 279 and name 
assign (segid 3A4 and resid 279 and name 
assign (segid 3A4 and resid 279 and name 
assign (segid 3A4 and resxd 279 and name 
55 assxgn (segid 3A4 and resxd 279 and name 
assxgn (segid 3A4 and resxd 279 and name 
assxgn (segid 3A4 and resxd 280 and name 
assxgn (segid 3A4 and resxd 280 and name 
assxgn (segid 3A4 and resxd 280 and name 
60 assign (segid 3A4 and resid 280 and name 
assign (segid 3A4 and resid 280 and name 
assign (segid 3A4 and resid 280 and name 
assign (segid 3A4 and resid 280 and name 
assign (segid 3A4 and resid 280 and name 
65 assign (segid 3A4 and resid 280 and name 
assign (segid 3A4 and resid 280 and name 
assign (segid 3A4 and resid 280 and name 
assign (segid 3A4 and resid 280 and name 
assign (segid 3A4 and resid 280 and name 
70 assign (segid 3A4 and resid 280 and name C 
assign (segid 3A4 and resid 280 and name C 
assign (segid 3A4 and resid 280 and name C 
assign (segid 3A4 and resid 280 and name C 
assign (segid 3A4 and resid 280 and name C 
75 assign (segid 3A4 and resid 280 and name C 
assign (segid 3A4 and resid 280 and name C 
assign (segid 3A4 and resid 280 and namo CA 
assign (segid 3A4 and resid 230 and name CA 
assign (segid 3A1 and tesid 2B0 and name CA ) 
80 assign (segid 3A4 and resid 280 and name CA 
assign (segid 3A4 and resid 780 and name CA ) 
assign Isegid 3A4 and resid 280 and name CA 
assign (segid 3A4 and resid 280 and name CA ) 



o 
o 
o 

0 

o 
o 
o 
o 
o 
o 
o 
o 
o 

0 

o 

0 

o 
o 
o 
o 
o 
c 

C 
C 

c 

C 
C 
C 

c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name cb ) 
(begid 3A4 and resxd 406 and name CA ) 
(segxd 3A4 and resid 407 and name CA > 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and lesid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) ----- 
(segid 3A4 and resid 411 and name CA ) 16.36 
(segid 3A4 and resid 411 and name CB ) * 7 - 3 ° 
(segid 3A4 and resid 412 and name CA ) 15.45 
(segid 3A4 and resid 413 and name CA ) 14-54 
(segid 3A4 and resxd 414 and name CA ) ".28 
(segxd 3A4 and resxd 415 and name CA ) 16.89 
(segxd 3A4 and resxd 415 and name CB 1 
(segxd 3A4 and resxd 279 and name C ) 
(segxd 3A4 and resid 279 and name CA ) 
(segid 3A4 and resid 279 and name CB ) 
(segxd 3A4 and resid 279 and name O ) 
(segid 3A4 and resxd 280 and name C ) 
(segxd 3M and resxd 280 and name CA ) 
(segxd 3A4 and resxd 280 and name CB ) 
(segxd 3A4 and resxd 280 and name N ) 
(segxd 3A4 and resid 280 and name O > 
(segid 3A4 and resxd 281 and name C ) 
(segxd 3A4 and resxd 281 and name CA > 
(segid 3A4 and resxd 281 and name CB ) 
(segxd 3A4 and resid 281 and name N ) 
(segid 3A4 and resxd 281 and name O ) 
(segid 3A4 and resxd 282 and name C ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N ) 
(segid 3A4 and resid 282 and name O ) 
(segid 3A4 and resid 279 and name CB ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name N ) 
(segid 3A4 and resxd 280 and name O ) 
(segid 3A4 and resxd 281 and name C ) 
(segid 3A4 and resxd 281 and name CA ) 



(segid 3A4 and resid 281 and name CB 
(segid 3A4 and resid 281 and name N 
(segid 3A4 and resid 281 and name O 
(segid 3A4 and resid 282 and name C 
(segid 3A4 and resid 282 and name CA 
(segid 3A4 and resid 282 and namo N 
(segid 3A4 and resid 282 and name O 
(segid 3A4 and resid 304 and name C 
(segid 3A4 and resid 304 and name CA 
(segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 304 and name N 
(segid 3A4 and resid 304 and name 0 
(segid 3A4 and resid 305 and name N 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 and resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA > 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name O J 
(segid 3A4 and resid 282 and name C ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N J 
(segid 3A4 and resid 282 and name O ) 
(segid 3A4 and resid 304 and name C J 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resxd 304 and name 0 ) 
(segid 3A4 and resxd 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 305 and name N ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resxd 409 and name CG ) 
(segid 3A4 and resid 280 and name C ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name O ) 
(segid 3A4 end resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 



17.40 
2.46 
1.45 
2.40 
3.50 
4.72 
4.23 
5.01 
2.82 
5.82 
5.64 
5.33 
5.38 
4.33 
6.85 
6.43 
5.62 
4.82 
7.59 
3.36 
3.02 
2.76 
4.24 
2.25 
3.52 
4.21 
4.47 
5.44 
3.50 
5.16 
3.85 
3.85 
3.39 
4.99 
6.75 
6.35 
5.08 
6.61 
7.24 
6.92 
2.49 
1.24 
3.05 
2.44 
3.72 
1.33 
3.93 



0.64 
0.64 
0.48 
0.53 
0.50 
0.39 
0.43 
0.41 
0.38 
0.32 
0.47 
0.38 
0.75 
0.95 
0.75 
0.86 
0.78 
0.02 
0.00 
0.05 
0.02 
0,02 
0.05 
0.03 
0.06 
0.05 
0.06 
0.06 
0.08 
0.06 
0.06 
0.07 
0.12 
0.08 
0.07 
0.09 
0.09 
0.03 
0.03 
0.02 
0.16 
0.11 
0.13 
0.11 
0.10 
0.09 
0.09 
0.12 
0.14 
0.11 
0.22 
0.23 
0.23 
0.40 
0.29 
0.33 
0.03 
0.01 
0.04 
0.01 
0.01 
0.01 
0.08 
0.07 
0.05 
0.04 
0.13 
0.27 
0.39 
0.41 
0.31 
0.36 
0.52 
0.22 
0.62 
0.74 
0.00 
0.02 
0.01 
0.03 
0.01 
0.02 
0.02 



0.65 
0.63 
0.49 
0.53 
0.50 
0.38 
0.43 
0.42 
0.39 
0.31 
0.47 
0.38 
0.75 
0.94 
0.74 
0.85 
0.78 
0.02 
0.01 
0.04 
0-03 
0.03 
0.05 
0.02 
0.06 
0.04 
0.05 
0.06 
0.09 
0.05 
0.06 



07 
12 
.08 
,08 
.08 
.08 
.04 
.03 
.02 
.16 
0.12 
0.12 
0.12 
0.10 
0.10 
0.09 
0.12 
0.13 
0.11 
0.21 
0.23 
0.24 
0.40 
0.29 
0.33 
0.04 
0.00 
0.04 
0.01 



.56 
47 
29 
.64 
.71 
.89 
.08 
.23 
.67 
6.62 
6.38 
5.98 
6.30 
1.52 
1.53 
2.39 
4.43 
3.81 
4.86 
2.43 



0.02 

0.01 

0.08 

0.07 

0.06 

0.04 

0.12 

0.27 

0.38 

0.41 

0.32 

0.37 

0.53 

0.21 

0.61 

0.73 

0.01 

0.01 

0.01 

0.04 

0.02 

0.03 

0.02 
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^ tars „=™ CA V (segid 3A4 and resid 281 and name 0 ) 

assign (segid 3A4 and resid 280 and name CA <segi resi<j ^ ^ c } 

assign (segxd 3A4 and xesid 280 and name CA segia ^ ^ ^ ^ | 

assign (segxd 3A4 and resxd 280 and name CA seg ^ ^ ^ R ) 

assign (segxd 3A4 and resxd 280 and name CA segxa 2fl2 ^ ^ q ) 

5 assxgn (segxd 3A4 and resid 280 and name CA segxd M a ^ ^ ^ ^ J 

assign (segxd 3A4 and resxd 280 and name CA segxd * ^ ^ ^ ^ ) 

assign (segxd 3A4 and resxd 280 and name CA segia ^ anrf ^ c 

assign (segxd 3A4 and resxd 280 and name CA segxd 3A4 and ^ ^ ^ ^ ) 

assign (segxd 3A4 and resxd 280 and name Cft seg ^ and ^ CB ) 

10 assxgn (segxd 3A4 and resxd 280 and name CA segxd * ^ ^ ^ M 

assxgn (segxd 3A4 and resxd 280 and name ca seg name Q ^ 

assxgn (segid 3A4 and resxd 280 and name CA segxd 3A4 ana ^ ^ ^ ^ ) 

assign (segxd 3A4 and resxd 280 and name CA segxd a gnd ^ ^ ) 

assxgn (segid 3A4 and resid 280 and name CA segxd 3A4 ana ^ ^ | 

15 assxgn (segid 3A4 and resxd 280 and name CA segxd 3A4 ana and name ^ , 

assxgn (segid 3A4 and resid 280 and name CA segxd 3A4 ana name CA ) 

assxgn (segxd 3A4 and resxd 280 and name CA segxd 3A4 ana ^ ^ ^ ^ ) 

assxgn (segxd 3A4 and resxd 280 and name CA segxa j and ^ ^ ) 

assxgn (segxd 3A4 and resid 280 and name CA segxd 3A4 ana ^ ^ ^ j 

20 assign (segxd 3A4 and resxd 280 and name CA segxd 3A ^ name ^ 



5.38 

5.49 

5.46 

4.38 

6.61 

8.31 

9.20 

5.64 

6.08 

5.17 

6.50 

6.17 

6.03 

6.30 

5.73 

9.68 

9.64 

9.28 

7.90 

6.57 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



assign (segxd 3A4 and resxd 280 and name CA segxa «j ^ ^ ^ ^ , 1Q ^ 

assign (segxd 3A4 and resxd 280 and name CA segxd 3A« ^ ^ cb } lQ ^ 

assxgn (segxd 3A4 and resxd 280 and name CA segid 3A4 a a name CA ) 13.14 

assign (segid 3A4 and resid 280 and name CA segxd 3A4 an ^ ^ ^ | l3 34 

assxgn (segxd 3A4 and resid 280 and name CA segxd 3M ana r ^ ^ fi5 

assign (segxd 3A4 and resid 280 and name CA segxd 3A4 ana r gnd ^ ^ } u 

assign (segid 3A4 and resxd 280 and name CA segxd 3A4 ana name CA ) 12.95 

assign (segxd 3A4 and resxd 280 and name CA segxd 3A4 ana r ^ } ^ 23 

assign (segxd 3A4 and resxd 280 and name CA segxd 3A4 ana re ^ ^ ^ j 

assxgn (segxd 3A4 and resxd 280 and name CA segxa m ^ name CB ) 16.29 

assxgn (segxd 3A4 and resxd 280 and name CA segxd 3A4 ana najae CA ) 17.38 

assxgn (segxd 3A4 and resxd 280 and name CA segid 3A4 and nanjG C B ) 16.93 

assign (segxd 3A4 and resxd 2B0 and name CA segxd 3A4 ana ^ ^ ^ ) ^ Q1 

assxgn (segxd 3A4 and resxd 280 and name CA segxd 3A4 ana nara9 CB ) 15.89 

(segid 3A4 and resxd 280 and name CA segxd 3A ana JB ^ 6 

a a a as a a = | a a- s - = s > 
ess a a as a = | g 3 - - — » - - s ! 

ats i=S a a r e - d a a a a: s i=ss a a »«- - 2! „e • , 

assxgn (segid 3A4 and resxd 280 and name CA 
assign {segxd 3A4 and resxd 280 and name CA 
assxgn (segid 3A4 and resxd 280 and name CA 
assxgn (segxd 3A4 and resxd 200 and name CA 
(segid 3A4 and resid 280 and name CA ) 
(segxd 3A4 and resxd 280 and name CA ) 
(segid 3A4 and resid 280 and name CA ) 
(segid 3A4 and resid 280 and name CA ) 
assxgn (segxd 3A4 and resxd 280 and name CA ) 
assign (segxd 3A4 and resxd 280 and name CA 
assign (segxd 3A4 and resxd 280 and name CA 
assign (segxd 3A4 and resxd 280 and name CA 
assign (segxd 3A4 and resid 280 and name CA 
assign (sogid 3A4 and resid 280 and name CA ) 

assign (segid 3A4 and resid 280 and name CA jseg*« «™ — ^ ^ > 

assign (segxd 3A4 and resid 280 and name CA segxd 3A4 and resid 404 ana ^ ) 

assign (segxd 3A4 and resxd 280 and name CA segxd 3A4 and resxa ^ ^ ) 

assxgn (segid 3A4 and resxd 280 and name CA segxd 3A4 ana r name ^ ) 

assign (segxd 3A4 and resxd 280 and name CA segxd 3A4 and resxa j ^ ^ ) 

assign (segxd 3A4 and resxd 280 and name CA segxd 3A4 and resxa ^ cb } 

assxgn (segxd 3A4 and resxd 280 and name CA segxd 3A4 and resxa ^ ^ ) 

assign (segxd 3A4 and resxd 280 and name CA ) (segxd 3A4 ana res^ ^ ^ nAmn cb 1 
assign (segxd 3A4 and resxd 280 and name CA > 
assxgn (segid 3A4 and resid 280 and name CA ) 
assign (segid 3A4 and resid 280 and name CA ) 
assxgn (segid 3A4 and resid 280 and name CA ) 
assign (segxd 3A4 and resxd 280 and name CA ) 
assign (segid 3A4 .and resid 280 and name CA ) 
assxgn (segid 3A4 and resid 280 and name CA ) 

assign (segid 3A4 and resid 280 and name CA ) (segxa a*w ™— --- name CA ) 
assign (segxd 3A4 and resxd 280 and name CA segid 3A4 and resxa natte ca , 

assign (segid 3A4 and xesxd 280 and name CA segid 3A4 and resxa ^ cb ) 

assxgn (segxd 3A4 and resxd 280 and name CA segxd 3A4 ana resi name CA ) 18.54 

assign (segxd 3A4 and resxd 280 and name CA segxd 3A4 an ^ 



assxgn 
assxgn 
assxgn 
assign 
assign 
assxgn 
assxgn 



assxgn 
assign 
assxgn 
assxgn 
assign 



\ segiu jf" auw - — — - 

(segxd 3A4 and resid 365 and name CB ) 
(segid 3A4 and resxd 397 and name CA > 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resxd 398 and name CA 
(segxd 3A4 and resxd 398 and name CB ) 
(segxd 3A4 and resxd 399 and name CA ) 
(segxd 3A4 and resid 399 and name CB ) 
(segxd 3A4 and resid 400 and name CA ) 
(segxd 3A4 and resid 400 and name CB ) 
(segxd 3A4 and resid 401 and name CA ) 
(segxd 3A4 and resid 402 and name CA 
(segxd 3A4 and resxd 402 and name CB 
(segxd 3A4 and resid 403 and name CA ) 
(segxd 3A4 and resid 403 and name CB ) 
segxd 3A4 and resid 404 and name CA ) 



(legxd 3A4 and resxd 408 and name CB 
segxd 3A4 and resxd 409 and name CA 

(segxd 3A4 and resid 409 and name CB ) 
segxd 3A4 and resid 410 and name CA 
segxd 3A4 and resid 411 and name CA 
segxd 3A4 and resid 411 and name CB 
segxd 3A4 and resxd 412 and name CA 

(segxd 3A4 and resxd 413 and name CA 

t segia CA ) 



17.01 
13.47 
12.93 
11.80 
12.96 
9.18 
7.69 
19.00 
19.49 
16.06 
16.25 
16.21 
17.53 
16.40 
17.57 
13.49 
11.17 
11-60 
12.81 
14*33 
12.76 
13.49 
9.22 
8.61 
8.34 
11.24 
12.63 
11.08 
11.12 
8.07 
6.67 
9.50 
12.74 
13.61 
12.43 
12.83 
13.60 
15.87 
16.58 



80 



aS9-L\Jii \ a«y aw *jr\i — 

assxgn (segxd 3A4 and resid 280 and name CB ) 
assign (segxd 3A4 and resid 280 and name CB 
assign (segid 3A4 and resxd 280 and name CB 1 
assign (segxd 3A4 and resxd 280 and name CB ) 

assign (segid 3A1 and resid 280 and name CB l ^egxu >™ ™— ^ name C ) 
assign (segid 3A4 and resid 280 and name CB segxa ^ ^ ^ name ^ , 

assign (segid 3A4 and resid 280 and name CB ) (segia m 



segxd 3A4 and resxd 281 and name C 
segxd 3A4 and resxd 281 and namo CA 
segnd 3A4 and resxd 281 and name CB 
segxd 3A4 and resid 281 and name N 
segid 1A4 and resid 281 and name 0 ) 
. name 



0.07 
0.05 
0.06 
0.04 
0.06 
0.61 
0.57 
0.23 
0.31 
0.39 
0.48 
0.31 
0.42 
0.58 
0.24 
0.34 
0.28 
0.39 
0.16 
0.15 
0.31 
0.38 
0.22 
0.25 
0.28 
0.32 
0.27 
0.29 
0.22 
0.22 
0.27 
0.27 
0.46 
0.54 
0.40 
0.56 
0.61 
0.49 
0.49 
0.58 
0.63 
0.73 
0.75 
0.23 
0.28 
0.30 
0.38 
0.14 
0.15 
0.14 
0.18 
0.15 
0.18 
0.23 
0.20 
0.20 
0.41 
0.45 
0.52 
0.45 
0.46 
0.57 
0.53 
0.49 
0.52 
0.50 
0.51 
0.31 
0.40 
0.36 
0.60 
1.02 
1.11 
1.22 
1.13 
0.40 
0.05 
0.06 
0.07 
0.05 
0.07 
0.04 
0.07 



5.45 
4.49 
5.36 
3.16 
6.35 
6.89 
6.82 



0.08 
0.04 
0.05 
0.03 
0.06 
0.61 
0.57 
0.23 
0.30 
0.38 
0.47 
0.31 
0.42 
0.58 
0.23 
0.35 
0.28 
0.39 
0.16 
0.16 
0.31 
0.38 
0.22 
0.25 
0.28 
0.33 - 
0.28 
0.29 
0.22 
0.21 
0.26 
0.27 
0.47 
0.54 
0.41 
0.55 
0.61 
0.49 
0.49 
0.58 
0.63 
0.73 
0.74 
0.22 
0.27 
0.31 
0.39 
0.15 
0.15 
0.15 
0.17 
0.15 
0.18 
0.24 
0.20 
0.20 
0.40 
0.45 
0.51 
0.46 
0.46 
0.57 
0.54 
0.48 
0.52 
0.50 
0.52 
0.31 
0.40 
0.36 
0.60 
1.02 
1.11 
1.21 
1.12 
0.40 
0.05 
0.07 
0.07 
0.05 
0.07 
0.04 
0.07 
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assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB 
(segid 3A4 and resid 280 and name CB ) 
(seqid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign laegid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB ) 
" (segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB > 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3a4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign Isegid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB J 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB i 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB > 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and rosid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB > 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 2B0 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
assign (segid 3A4 and resid 280 and name CB ) 
(segid 3A4 and resid 280 and name CB > 
(segid 3A4 and resid 280 and name CB ) 



(segid 3A4 and resid 282 and name N ) 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 303 and name CB ) 
(segid 3A4 and resid 304 and name C ) 
(segid 3A4 and resid 304 and name CA ) 
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assign 
assign 
assign 
assign 
assign 
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assign 
assign 
assign 



80 
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(segid 3A4 and resid 280 and name CB 

assign (segid 3A4 and resid 280 and name CB 

assign (segid 3A4 and resid 280 and name CB 

assign (segid 3A4 and resid 280 and name N 

assign (segid 3A4 and resid 280 and name N 

assign (segid 3A4 and resid 280 and name N 

assign (segid 3A4 and resid 280 and name N 

assign (segid 3A4 and resid 280 and name N 

assign (segid 3A4 and resid 280 and name N 



l"jegiu jn» — 

(segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 304 and name 0 
(segid 3A4 and resid 305 and name C 
(segid 3A4 and resid 305 and name CA 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name N 
(segid 3A4 and resid 305 and name O 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name N ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA > 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA > 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 405 and name 0 ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and tesid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB J 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB J 
(segid 3A4 and resid 440 and name CA ) 



(segid 3A4 and resid 280 and name C 
(segid 3A4 and resid 280 and name CA 
(segid 3A4 and resid 280 and name CB 
(segid 3A4 and resid 280 and name O 
(segid 3A4 and resid 281 and name C 
(segid 3A4 and resid 281 and name CA 



5.62 
8.87 
9.92 
5.87 
6.46 
5.75 
5.99 
6.86 
5.62 
5.88 
5.67 
6.99 
9.24 
9.28 
9.13 
7.06 
5.62 
7.44 
9.54 
9.97 
12.30 
12.65 
11.77 
10.85 
11.74 
10.95 
14.91 
15.15 
16.37 
16.03 
15.98 
14.81 
17.08 
16.26 
16.50 
12.72 
12.06 
11.40 
12.67 
8.84 
7.34 
17.90 
18.36 
15.12 
15.40 
15.40 
16.76 
15.37 
16.46 
12.32 
10.28 
10.85 
12.03 
13.55 
11.68 
12.31 
8.05 
7.36 
6.95 
7.70 
10.60 
11.96 
10.16 
10.05 
7.39 
5.95 
6.26 
5.67 
9.33 
12.36 
13.12 
11.89 
12.33 
12.76 
14.97 
15.74 
17.39 
2.46 
1.46 
2.46 
3.51 
4.72 
4.21 



0.07 
0.56 
0.52 
0.23 
0.32 
0.42 
0.29 
0.35 
0.36 
0.52 
0.18 
0.37 
0.31 
0.27 
0.40 
0.19 
0.17 
0.21 
0.32 
0.40 
0.20 
0.21 
0.26 
0.32 
0.25 
0.28 
0.23 
0.23 
0.24 
0.25 
0.42 
0.50 
0.39 
0.55 
0.61 
0.50 
0.50 
0.59 
0.63 
0.75 
0.80 
0.23 
0.27 
0.31 
0.39 
0.22 
0.24 
0.24 
0.25 
0.23 
0.27 
0.31 
0.28 
0.27 
0.43 
0.47 
0.50 
0.45 
0.69 
0.50 
0.53 
0.50 
0.40 
0.44 
0.44 
0.45 
0.72 
0.62 
0.30 
0.37 
0. 
0. 

1. 
1 
1 
1 

0 
0 



0.06 
0.56 
0.51 
0.22 
0.31 
0.42 
0.29 
0.35 
0.35 
0.51 
0.18 
0.37 
0.31 
0.27 



40 
,19 
.18 
.22 
.33 
.40 
.20 
.21 
.27 
0.32 
0.26 
0.27 
0.22 
0.24 
0.24 
0.24 
0.43 
0.51 
0.40 



35 
60 
.02 
.16 
.23 
.09 
.42 
.03 
0-01 
0.03 
0.05 
0.05 
0.04 



55 
62 
49 
.51 
,58 
.62 
0.74 
0.79 
0.24 
0.27 
0.31 
0.39 
0.21 
0.23 
0.23 
0.26 
0.22 
0.27 
0.31 
0.27 
0.28 
0.43 
0.48 
0.49 
0.45 
0.69 
0.49 
0.54 
0.49 
0.41 
0.44 
0.44 
0.46 
0.72 
0.62 
0.31 
0.3B 
0.34 
0.60 
1.02 
1.16 
1.22 
1.10 
0.42 
0.02 
0.01 
0.03 
' 0.04 
0.04 
0.04 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segxd 3A4 
(segid 3A4 
{segid 3A4 
{segid 3A4 



assign {segid 3A4 and resid 280 and name N 

assign {segid 3A4 and resxd 280 and name N 

assign {segid 3A4 and resid 280 and name N 

assign {segid 3A4 and resid 280 and name N 

(segid 3A4 and resid 280 and name N 

(segid 3A4 and resid 280 and name N 

(eogid 3A4 and resid 280 and name N 

(segxd 3A4 and resid 280 and name N 

(segid 3A4 and resid 280 and name N 

assign (segid 3A4 and resid 280 and name N 

assign (segid 3A4 and resid 280 and name N 

assign (segid 3A4 and resid 280 and name M 

(segid 3A4 and resid 280 and name N 

(segid 3A4 and resxd 280 and name N 

(segid 3A4 and resxd 280 and name O 

assign (segid 3A4 and resid 280 and name O 

assign (segid 3A4 and resid 280 and name 0 

assign {segid 3A4 and resid 280 and name O 

assign (segid 3A4 and resxd 280 and name O 

assign {segid 3A4 and resid 280 and name O 

assign (segid 3A4 and resid 280 and name 0 

assign (segid 3A4 and resxd 280 and name O 

assign (segxd 3A4 and resxd 280 and name O 

assign {segid 3A4 and resxd 280 and name 0 

assign (segid 3A4 and resxd 280 and name O 

assxgn (segid 3A4 and resxd 280 and name O 

assign (segid 3A4 and resxd 280 and name O 

assign (segid 3A4 and resid 280 and name O 

assign (segxd 3A4 and resxd 280 and name O 

assign (segid 3A4 and resid 280 and name O 

assign (segid 3A4 and resxd 280 and name 0 

assxgn (segid 3A4 and resxd 280 and name O 

assxgn (segid 3A4 and resxd 281 and name C 

assxgn (segxd 3A4 and resxd 281 and name C 

(segid 3A4 and resxd 281 and name C . 

(segid 3A4 and resid 281 and name C ) 

(segid 3A4 and resxd 281 and name C ) 

(segid 3A4 and resxd 281 and name C ) 

(segxd 3A4 and resxd 281 and name CA ) 

(segxd 3A4 and resxd 281 and name CA ) 

(segxd 3A4 and resxd 281 and name CA ) 

(segid 3A4 and resid 281 and name CA ) {segid 3A4 

assign (segid 3A4 and resxd 281 and name CA ) 

assxgn (segxd 3A4 and resxd 281 and name CA 

assign (segxd 3A4 and resxd 281 and name CA 

assxgn {segxd 3A4 and resxd 281 and name CA 

assign (segxd 3A4 and resxd 281 and name CA 

assign segxd 3A4 and resxd 281 and name CA 

assign (segid 3A4 and resid 281 and name CA 

assign (segid 3A4 and resid 281 and name CA 

assign (segid 3A4 and xesid 281 and name CA 

assxgn (segid 3A4 and resxd 281 and name CA 

assign (segid 3A4 and resxd 281 and name CA 

assxgn segxd 3A4 and resxd 281 and name CA ) 

assign segxd 3A4 and resxd 281 and name CA J 

assxgn (segxd 3A4 and resxd 281 and name CA 

assign segid 3A4 and resid 281 and name CA 

assxln {segid 3A4 and resxd 281 and name CA 

assign (segid 3A4 and resxd 281 and name CA ) 

{segxd 3A4 and resxd 281 and name CA ) 

(segid 3A4 and resxd 281 and name CA ) 

(segid 3A4 and resxd 281 and name CA ) 

assxgn {segid 3A4 and resxd 281 and name CA ) 

assxgn segid 3A4 and resid 281 and name CA 

assxgn segid 3A4 and resxd 281 and name CA 

assign segid 3A4 and resxd 281 and name CA 

assign segid 3A4 and resid 281 and name CA > 

assx£ segiS 3A4 and resid 281 and name CA » 

assxgn segid 3A4 and resxd 281 and name CA > 

assxgn segid 3A4 and resxd 281 and name CA > 

assign segid 3A4 and resxd 281 and name CA 

assxgn seg\d 3A4 and resxd 281 and name CA 

assign segxd 3A4 and resid 281 and name CA 

assxgn segid 3A4 and resxd 281 and name CA 

assxgn (segid 3A4 and resxd 28 and name CA 

assxgn (segxd 3A4 and resxd 281 and name CA ) 

assign segxd 3A4 and resxd 281 and name CA 

assxgn segxd 3A4 and resid 281 and name CA 

assxgn (segid 3A4 and resxd 281 and name CA ) 
assxgn isegxa , OQ1 Qf , H nnm( > pa \ 



{ segid 3At and resid 281 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name O ) 
(segid 3A1 and resxd 2B2 and name C ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N ) 
(segid 3A4 and resid 282 and name O ) 
(segid 3A4 and resxd 304 and name C ) 
(segxd 3A4 and resxd 304 and name CA ) 
(segxd 3A4 and resxd 304 and name CB ) 
(segxd 3A4 and resxd 304 and name H 
(segid 3A4 and resxd 304 and name O ) 
(segid 3A4 and resxd 305 and name N ) 
(segxd 3A4 and resxd 308 and name CB ) 
(segid 3A4 and resid 280 and name CB 
(segid 3A4 and resid 281 and name C > 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 2B1 and name CB ) 
(segid 3A4 and resid 281 and name N ) 
(segid 3A4 and resid 281 and name O > 
(segid 3A4 and resxd 282 and name C ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and tesid 282 and name W > 
(segxd 3A4 and resxd 282 and name O ) 
(segid 3A4 and resxd 304 and name C ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segxd 3A4 and resxd 304 and name 0 ) 
(segxd 3A4 and resxd 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resxd 305 and name N 
(segxd 3A4 and resxd 409 and name CB ) 

and resxd 281 and name CB ) 

and resxd 281 and name O ) 
and resxd 282 and name C ) 
and resxd 282 and name CA ) 



4.9b 
2.80 
5.83 
5.61 
5.32 
4.31 
6.80 
6.64 
6.10 
5.56 
7.25 
6.85 
6.76 
7.15 
3.26 
3.04 
2.78 
4.26 
2.25 
3.56 
4.19 
4.45 
3.48 
5.12 
6.44 
6.57 
5.95 
7.13 
6.29 
6.05 
5.94 
6.12 
2.48 
1.24 
3.06 
2.42 
1.33 
3.92 
1.51 
1.53 
2.39 
4.42 
3.79 
2.42 
5.35 



assign 
assign 
assxgn 
assxgn 
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(segxd 3A4 and resxd 282 and name N 
(segxd 3A4 and resxd 282 and name O 
(segxd 3A4 and resxd 281 and name C 
(segxd 3A4 and resxd 281 and name CB 
(segxd 3A4 and resxd 281 and name O 
(segid 3A4 and resxd 282 and name C 
(segid 3A4 and resid 282 and name CA > 
(segid 3A4 and resxd 282 and name N ) 
(aegid 3A4 and resxd 282 and name O 
(segid 3A4 and resxd 303 and name CA 10.32 
(segid 3A4 and resxd 303 and name CB 11-12 
( segid 3A4 and resxd 304 and name CA 9.19 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resxd 305 and name CB ) 
(segxd 3A4 and resxd 306 and name CA 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resxd 307 and name CB 
(segxd 3A4 and resxd 308 and name CA ) 
(segid 3A4 and resxd 308 and name CB 
(segid 3A4 and resxd 309 and name CA ) 
{segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA 
{segxd 3A4 end resxd 310 and name CB ) 
(segid 3A4 and resid 311 and name CA 
segid 3A4 and resid 311 and name CB ) 
{segxd 3A4 and resxd 312 and name CA 
and resxd 312 and name CB ) 
and resxd 313 and name CA ) 
and resxd 313 and name CB ) 
,seaxa m and resxd 315 and name CB ) 
segid 3A4 and resxd 363 and name CA 
(segid 3A4 and resxd 363 and name CB 
(segid 3A4 and resxd 364 and name CA 
(segid 3A4 and resxd 364 and name CB 
(segid 3A4 and resxd 365 and name CA 

and resxd 365 and name CB ) 

and resxd 398 and name CA ) 
and resxd 398 and name CB ) 
and resid 399 and name CA ) 
and resid 399 and name CB ) 
tsegici and resid 400 and name CA ) 
(segid 3A4 and resxd 100 and name CB 
(segxd 3A4 and resxd 401 and name CA 
" — ■ and resxd 402 and name CA ) 



(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 



80 assxgn segid 3W and resxd 281 and name CA ) 

80 asaxgn SSxS 3*4 and resid 281 and *«. CA > segxd 3A ...» „ ~ — - , 

SS5 KS5 3 S SSS H\ and =S St ! K SS and resid ,03 and name CA > 



0.07 
0.05 
0.06 
0.08 
0.08 
0.06 
0.09 
0.24 
0.22 
0.30 
0.35 
0.31 
0.30 
0.17 
0.05 
0.07 
0.03 
0.02 
0.02 
0.10 
0.18 
0.14 
0.12 
0.22 
0.33 
0.49 
0.48 
0.33 
0.33 
0.51 
0.24 
0.73 
0.04 
0.01 
0.12 
0.01 
0.00 
0.22 
0.01 
0.02 
0.03 
0.11 
0.01 
0.00 
0.22 
1.05 
1.03 
0.41 
0.38 
0.34 
0.47 
0.33 
0.30 
0.38 
0.22 
0.21 
0.28 
0.35 
0.23 
0.25 
0.27 
0.31 
0.20 
0.17 
0.15 
0.17 
0.46 
0.50 
0.51 
0.57 
0.62 
0.72 
0.74 
0.38 
0.44 
0.26 
0.27 
0.21 
0.21 
0.19 
0.26 
0.35 
0.21 



8.38 
8.84 
8.53 
12.63 
13.21 
12.90 
11.44 
10.00 
13.69 
13.86 
16.59 
16.86 
16.24 
15.29 
16.10 
15.20 
19.23 
19.44 
19.13 
16.70 
16.00 
15.29 
16.43 
12.92 
11.42 
18.32 
18.68 
17.80 
19.00 
17.62 
18.82 
15.14 
12.75 
13.32 
13.35 



0.06 
0.05 
0.07 
0.07 
0.08 
0.05 
0.08 
0.24 
0.22 
0.29 
0.34 
0.31 
0.29 
0.17 
0.05 
0-07 
0.02 
0.03 
0.02 
0.11 
0.17 
0.13 
0.13 
0-21 
0.32 
0.49 
0.47 
0.34 
0.34 
0.52 
0.24 
0-73 
0.05 
0.01 
0.11 
0.02 
0.00 
0.22 
0.02 
0.02 
0.02 
0.11 
0.01 
0.00 
0.22 
1.06 
1.03 
0.40 
0.39 
0.33 
0.47 
0.33 
0.29 
0.38 
0.22 
0.21 
0.28 
0.35 
0.23 
0.26 
0.27 
0.31 
0.19 
0.16 
0.16 
0.16 
0.45 
0.51 
0.50 
0.57 
0.62 
0.72 
0.74 
0.38 
0.43 
0.26 
0.27 
0.21 
0.21 
0.20 
0.28 
0.36 
0.21 



374 



assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 2B1 and name CA 
5 assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 end resid 281 and name CA 
assign (aegid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
10 assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 261 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
15 assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
20 assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CA 
25 assign (segid 3A4 and resid 281 and name CA 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 2B1 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
30 assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and 'resid 281 and name CB 
35 assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
40 assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
45 assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (seqid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 261 and name CB 
assign (segid 3A4 and resid 281 and name CB 
50 assign (segid 3A4 and resid 261 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 261 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
a&3ign (segid 3A4 and resid 281 and name CB 
65 assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
70 assign (segid 3A1 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
75 assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
80 assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 



55 



60 



(segid 3A4 and resid 403 and name CB 
(segid 3A4 and resid 404 and name CA 
(segid 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 409 and name CG 
(segid 3A4 and resid 409 and name O 
(segid 3A4 and resid 410 and name CA' 
(segid 3A4 and resid 410 and name N 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 415 and name CA 
(segid 3A4 and resid 415 and name CB 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 282 and name C 
(segid 3A4 and resid 282 and name CA 
(segid 3A4 and resid 282 and name N 
(segid 3A4 and resid 282 and name O 
(segid 3A4 and resid 303 and name CA 
(segid 3A4 and resid 303 and name CB 
(segid 3A4 and resid 304 and name CA 
(segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 305 and name CA 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 306 and name CA 
(segid 3A4 and resid 307 and name CA 
(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 308 and name CA 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 399 and name CA 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and res id 403 and name CA 
(segid 3A4 and resid 403 and name CB 
(segid 3A4 and resid 404 and name CA 
(segid 3A4 and resid 4 04 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 409 and name CD2 
(segid 3A4 and resid 409 and name CG 
(segid 3A4 and resid 409 and name 0 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 410 and name H 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA 



14.79 
13.06 
H.03 
9.89 
9.85 
8.26 
10.10 
11.60 
9.90 
10.37 
6.02 
6.37 
5.38 
6.13 
5.66 
6.79 
6.54 
10.04 
11.16 
9.94 
10.72 
12.36 
15.09 
15.69 
17.90 
5.44 
4.47 
3.15 
6.33 
11.83 
12.61 
10.56 
9.69 
10.14 
9.85 
13.95 
14.41 
14.11 
12.38 
10.92 
14.63 
14.88 
17.60 
17.95 
17.03 
16.05 
16.69 
15.78 
16.98 
16.20 
15.78 
16.92 
13.70 
12.21 
18.90 
18.48 
19.62 
15.96 
13.81 
14.48 
14.26 
15.69 
13.64 
14.55 
10.48 
10.53 

9.11 
10.54 
12.04 

9.88 
10.34 

5.77 

6.18 

5 

6 

6 

5 

6 

6 

9 



10.80 
9.06 
9.45 



0.21 

0.32 

0.35 

0.40 

0.38 

0.31 

0.52 

0.49 

0.60 

0.64 

0.60 

0.65 

0.66 

0.70 

0.67 

0.42 

0.49 

0.55 

0.51 

0.66 

1.36 

1.54 

1.69 

1.71 

0.71 

0.11 

0.04 

0.03 

0.22 

1.02 

0.99 

0.36 

0.36 

0.36 

0.47 

0.34 

0.29 

0.38 

0.22 

0.22 

0.32 

0.39 

0.25 

0.27 

0.25 

0.28 

0.19 

0.18 

0.50 

0.51 

0.56 

0.61 

0.70 

0.73 

0.28 

0.23 

0.22 

0.19 

0.31 

0.37 

0.24 

0.24 

0.28 

0.30 

0.31 

0.32 

0.33 

0.43 

0.41 

0.52 

0.55 

0.51 

0.56 

0.52 

0.66 

0.56 

0.60 

0.42 

0.44 

0.60 

0.54 

0.69 

1.37 



0.21 

0.33 

0.34 

0.40 

0.36 

0.30 

0.52 

0.50 

0.60 

0.64 

0.60 

0.65 

0.65 

0.70 

0.67 

0.41 

0.49 

0.55 

0.51 

0.65 

1.36 

1.54 

1.70 

1.71 

0.71 

0.11 

0.03 

0.04 

0.22 

1.02 

0.99 

0.36 

0.35 

0.35 

0.47 

0.34 

0.28 

0.37 

0.22 

0.21 

0.32 

0.39 

0.25 

0.28 

0.25 

0.29 

0.19 

0.18 

0.50 

0.50 

0.56 

0.61 

0.71 

0.74 

0.29 

0.23 

0.22 

0.20 



31 
38 
25 
25 
28 
30 
0.31 
0.31 



32 
42 
42 
52 
55 
52 
0.56 
0.52 
0.66 
0.56 
0.59 
0.43 
0.44 
0.60 
0.54 
0.70 
1.37 
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assign (segid 1A4 and resid 281 and name CB J 
asstgn segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and resid 281 and name CB 
assign (segid 3A4 and tesid 281 and name CB ) 



assign 
assign 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



l^egiu . 

(segid 3A4 and resid 281 and name t* 

assign (segid 3A4 and resid 281 and name N 

assicm (segid 3A4 and resid 281 and name N 

assign (segid 3A4 and tesid 281 and name N 

assign (segid 3A4 and resid 281 and name H 

assign (segid 3A4 and resid 281 and name N 

assign (segid 3A4 and resid 281 and name M 

assign (segid 3A4 and resid 281 and name H 

assign (segid 3A4 and resid 281 and name N 

assign (segid 3A4 and resid 281 and name N 

assign (segid 3A4 and resid 281 and name N 

assign (segid 3A4 and resid 281 and name H 

assign (segid 3A4 and resid 281 and name N 

assign (segid 3A4 and resid 281 and name H 

assign (segid 3A4 and resid 281 and name O 

assign (segid 3A4 and resid 281 and name 0 

assign (segid 3A4 and resid 281 and name O 

assign (segid 3A4 and resid 281 and name O 

assign (segid 3A4 and resid 281 and name 0 

assign (segid 3A4 and resid 282 and name C 

assign segid 3A4 and resid 282 and name CA 

assign seg\d 3A4 and resid 282 and name CA 

assign (segid 3A4 and resid 282 and name CA ) 

assign (segid 3A4 and resid 282 and name CA 

assign (segid 3A4 and resid 282 and name CA 

assign (segid 3A4 and resid 282 and name CA ) 

assign (segid 3A4 and resid 282 and name CA 

assign (segid 3A4 and resid 282 and name CA 

assign segid 3A4 and resid 282 and name CA 

assign (segid 3A4 and resid 282 and name CA 
assign iseg^ ^ ^ ^ ^ ^ ^ } 

(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA > 
assign (segid 3A4 and resid 282 and name CA ) 
assign segid 3A4 and resid 282 and name CA 
assign (segid 3A4 and resid 282 and name CA 
assign (segid 3A4 and resid 282 and name CA ) 
assign segid 3A4 and resid 282 and name CA 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
assign (segid 3A4 and resid 282 and name CA ) 
assign (segid 3A4 and resid 282 and name CA 
assign (segid 3A4 and resid 282 and name CA 
assign (segid 3A4 and resid 282 and name CA 
assign (segid 3A4 and resid 282 and name CA 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 end name CA ) 
assign (segid 3A4 and resid 282 and name CA ) 
assign (segid 3A4 and resid 282 and name CA ) 
assign (segid 3A4 and resid 282 and name CA ) 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 4H and name CA ) 
(gegid 3A4 and resid 415 and name CA ) 
(3egid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 281 and name C ) 
(segid 3A4 and resid 281 and name CA ) 
(segid 3A4 and resid 281 and name CB 
(segid 3A4 and resid 281 and name O > 
(segid 3A4 and resid 282 and name C ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N > 
(seqid 3A4 and resid 282 and name O ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name O > 
(segid 3A4 and resid 281 and name CB 
(segid 3A4 and resid 282 and name C ) 
(segid 3A4 and resid 282 and name CA ) 
(segid 3A4 and resid 282 and name N * 
(segid 3A4 and resid 282 and name O 
(segid 3A4 and resid 282 and name O 
(segid 3A4 and resid 282 and name C 
(segid 3A4 and resid 282 and name O 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 303 and name CB ) 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB J 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB > 
(segid 3A4 and resid 306 and name CA ) 
I segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA 
segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and tesid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 



11.30 
14.02 
14.54 
17.04 
2.47 
1.46 
2.46 
3.52 
4.69 
4.20 
2.80 
5.79 
7.28 
6.74 
5.59 
6.49 
6.00 
6.51 
3.25 
3.08 
2.76 
2.25 
3.59 
1.23 

I. 51 
2.39 
9.89 

10.19 
9.22 
8.20 
10.26 
10.18 
13.78 
13.99 
13.32 
13.05 

II. 83 
15.78 
15.95 
18.14 
18.12 
17.79 
16.69 
18.37 
17.67 
18.12 
17.68 
16.03 
16.92 
13.63 
12.24 
17.94 
15.12 
15.37 
15.88 
17.28 
16.22 
17.26 
13.14 
12.98 
11.01 
13.07 
14.53 



65 



70 



75 



80 



assign is el id 3A4 and resid 282 and name CA ) (segia ™ ~ ^ = - j s 

assign (segid 3A4 and resid 282 and name CA segid JA4 ^ ^ ^ cB } 

assign (segid 3A4 and resid 282 and name CA segid 3A4 an ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 282 and name CA segid ^ ^ ^ cfl , 9 oe 

assign (segid 3A4 and resid 282 and name CA segid 3A4 a ^ ^ ^ ) 

assign (segid 3A4 and resid 282 and name CA ) segid ja ^ ^ ^ } 

assign (segid 3A4 and resid 282 and name CA segid 3A4 ana and name C B ) 

assign (segid 3A4 and resid 282 and name CA ) (segia J/w ana ^ 0 Mfno rA - 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 282 and name CA segia «.« ™ name ^ , 

(segid 3A4 and resid 282 and name CA segid 3A4 and resi^ ^ ^ ^ ^ } 



\ segia ^f\H ana *.«o*« — ■ 

(segid 3A4 and resid 282 and name CA > 
( segid 3A4 and resid 282 end name CA ) 
(segid 3A4 and resid 282 and name N ) 



vsey ■»•«-» biiiu x.*=ij*v» 

(segid 3A4 and resid 282 and name N 
(segid 3A4 and resid 282 and name N 
(segid 3A4 and resid 29 and name C 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



29 and name C 
29 and name C 
29 and name C 
29 and name C 
29 and name C 
29 and name C 



(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and tesid 414 and name CA ) 
(segid 3A4 and resid 2B2 and name C ) 
(segid 3A4 and resid 282 and name CA 
■ t esid 282 and name O ) 
resid 29 and name O ) 



(segid 3A4 and 
(segid 1A4 and 
(segid 3A4 and lesid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



30 and name C ) 
30 and name CA ) 
30 and name W ) 

30 and name O ) 

31 and name C ) 
31 and name CA ) 



1.52 
1.74 
1.80 
0.69 
0.03 
0.01 
0.01 
0.04 
0.08 
0.04 
0.03 
0.16 
0.36 
0.50 
0.55 
0.71 
0.63 
0.57 
0.08 
0.15 
0.03 
0.01 
0.31 

o.oo 

0.00 
0.02 
1.11 
1.13 
0.36 
0.27 
0.35 
0.51 
0.28 
0.21 
0.30 
0.13 
0.16 
0.24 
0.28 
0.17 
0.18 
0.28 
0.32 
0.26 
0.25 
0.50 
0.49 
0.59 
0.65 
0.70 
0.66 
0.24 
0.30 
0.34 
0.36 
0.35 
0.48 
0.46 
0.54 
0.49 
0.46 
0.72 
0.71 
0.73 
0.73 
0.75 
0.74 
0.68 
0.74 
0.71 
0.73 
1.41 
1.44 
0.06 
0.01 
0.09 
0.01 
0.05 
0.02 
0 
0 
0 
0 



9.58 
12.95 
14.17 
13.15 
13.61 
15.60 
2.44 
1.46 
3.49 
1.24 
3.58 
2.42 
1.33 
3.95 
6.74 
5.83 



1.53 
1.74 
1.81 
0.69 
0.02 
0.02 
0.01 
O.04 
0.08 
0.03 
0.03 
0.15 
0.37 
0.50 
0.55 
0.71 
0.64 
0.57 
0.08 
0.16 
0.04 
0.01 
0.31 
0.00 
0.01 
0.01 
1.12 
1.12 
0.35 
0.28 
0.36 
0.51 
0.28 
0.21 
0.31 
0.14 
0.15 
0.23 
0.29 
0.17 
0.18 
0.28 
0.32 
0.25 
0.25 
0.50 
0.48 
0.58 
0.65 
0.70 
0.67 
0.24 
0.29 
0.33 
0.35 
0.35 
0.47 
0.47 
0.54 
0.49 
0.46 
0.72 
0.71 
0.72 
0.73 
0.75 
0.74 
0.68 
0.7S 
0.71 
0.74 
1.41 
1.45 
0.05 
0.00 
0.09 
0.01 
0.04 
0.03 
0.00 
0.12 
0.11 
0.15 



01 
12 
.11 
.15 
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assign (segid 3A4 and res id 
assign (segid 3A4 and res id 
assign (segid 3A4 and iesid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



29 and name C ) 
29 and name C ) 
29 and name C ) 
29 and name C ) 
29 and name C ) 
29 and name C ) 
29 and name C ) 
29 and name C ) 
29 and name C ) 
29 and name c ) 
29 and name C ) 
29 and name C ) 
29 and name C 
29 and name C ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 



(segid 3A4 and resid 31 and name CB ) 
(segid 3A4 and resid 31 and name N ) 
(segid 3A4 and resid 31 and name O ) 
(segid 3A4 and resid 32 and name N ) 
(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name CG ) 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 342 and name O ) 



) (segid 3A4 and resid 343 and name CA ) 



(segid 3A4 and resid 343 and name N 
(segid 3A4 and resid 29 and name C 
(segid 3A4 and resid 
(3egid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and lesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid _ 

(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB 13.56 



> 

29 and name O ) 

30 and name C ) 
30 and name CA ) 
30 and name N ) 

30 and name O ) 

31 and name CA ) 
31 and name CB ) 
31 and name N ) 



6.64 
4.55 
6.86 
7.65 
6.67 
6.69 
6.74 
6.97 
5.91 
5.95 
5.62 
5.11 
7-58 
7.06 
1.52 
2.41 
4.73 
3.79 
2.43 
4.80 
6.95 
7.78 
5.79 
12.71 
12.88 



29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA > 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 



11.69 
11.90 
12.90 
12.31 
15.94 



17.96 
15.60 
16.17 
16.29 
16.10 
9.79 
9.90 
16.92 
18.09 



70 



75 



80 



29 and name ca ) isegia - - . . 

29 and name CA ) (segid 3A4 and resid 324 and name CA 

29 and nZt CA (segid 3A4 and resid 324 and name CB 

29 and name CA 1 (segid 3A4 and resid 325 and name CA 

29 and name CA > (segid 3A4 and resid 325 and name CB 

29 and na^e CA (segid 3A4 and resid 326 and name CA ) 
29 and name * ^ ^ ^ amJ name ^ ^.26 

(segid 3A4 and resid 327 and name CA 16.52 
(segid 3A4 and resid 327 and name CB ) 
(segid 3A4 and resid 328 and name CA ) 
(segid 3A4 and resid 328 and name CB ) 
(segid 3A4 and resid 329 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 32 and name CA ) 
(segid 3A4 and resid 32 and name CB 
t segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB) 
(segid 3A4 and resid 331 and name CA 16.51 
(segid 3A4 and resid 331 and name CB 15.39 
(segid 3A4 and resid 332 and name CA 18.50 
(segid 3A4 and resid 335 and name CA ) 14.65 
segid 3A4 and resid 336 and name CA ) 14.02 
segid 3A4 and resid 336 and name CB ) 14.66 
(segid 3A4 and resid 337 and name CA U.45 
(segid 3A4 and resid 337 and name CB 11-50 
segid 3A4 and resid 338 and name CA 11-51 
segid 3A4 and resid 338 and name CB 10.95 
(segid 3A4 and resid 339 and name CA 12.86 
segid 3A4 and resid 339 and name CB 14.13 
segid 3A4 and resid 33 and name CA 13.24 
segid 3A4 and resid 33 and name CB 13.77 
(segid 3A4 and resid 340 and name CA ) 
segid 3A4 and resid 341 and name CA ) 
segid 3A4 and resid 341 and name CB 
segid 3A4 and resid 342 and name C 
segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 342 and name O 
29 and name CA » (segid 3A4 and resid 343 and name CA 
29 and name CA ) (segid 3A4 and resid 343 and name CB 
29 end name CA ) (segid 3A4 and resid 344 and name CA ) 

sssngiisisssiis 

assign segid 3A« and resid 29 and name CA segid 3A4 and resid ^ ^ ^ ^ ) 
assign <segid 3M and resid 29 and name CA segid 3A« ^ ^ name ^ , 19 .„ 

assign (segid 3A4 and resid 29 and name CA segid 3A4 



10.80 
7.75 
7.76 
7.39 
7.37 
6.94 
6.60 
9.07 
10.26 
10.55 
9.92 



oaaiy 

assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



29 and name- CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name CA ) 
29 and name N ) 



(seaid 3A4 and resid 34 and name CA ) 15.99 

segid 3A4 and resid 34 and name CB ) 15.88 

13 y 35 and name CA ) 19.11 

38 and name CA ) 18.41 

38 and name CB ) 17.34 

39 and name CA ) 18.14 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
( segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 



39 and name CB ) 
42 and name CA ) 
42 and name CB ) 
29 and name C ) 



0.25 
0.14 
0.22 
0.11 
0.47 
0.50 
0.59 
0.44 
0.30 
0.37 
0.41 
0.26 
0.23 
0.28 
0.01 
0.03 
0.03 
0.02 
0.03 
0.14 
0.20 
0.34 
0.17 
0.30 
0.33 
0.44 
0.46 
0.54 
0.44 
0.43 
0.55 
0.57 
0.65 
0.67 
0.67 
0.66 
0.71 
0.83 
0-13 
0.23 
0.60 
0.59 
0.65 
0.70 
0.57 
0.58 
0.63 
0.66 
0.74 
0.84 
0.66 
0.76 
0.65 
0.63 
0.14 
0.22 
0.54 
0.56 
0.65 
0.29 
0-39 
0.44 
0.27 
0.23 
0.23 
0.25 
0.29 
0.12 
0.18 
0.25 
0.37 
0.19 
0.49 
0-30 
0.37 
0.22 
0.36 
0.38 
0.14 
0.10 
0.46 
0.38 
0.04 



18.43 
17.36 
16.11 
2.41 



0.24 
0.14 
0.22 
0.10 
0.48 
0.51 
0.56 
0.44 
0.30 
0.37 
0.42 
0.27 
0.24 
0.27 
0.01 
0.02 
0.04 
0.02 
0.02 
0.14 
0.20 
0.33 
0.18 
0.30 
0.33 
0.44 
0.46 
0.55 
0.44 
0.44 
0.55 
0.57 
0.66 
0.68 
0.66 
0.66 
0.71 
0.82 
0.14 
0.23 
0.60 
0.60 
0.66 
0.69 
0.58 
0.5B 
0.63 
0.67 
0.73 
0.84 
0.68 
0.76 
0.65 
0.63 
0.14 
0.22 
0.54 
0.56 
0.65 
0.30 
0.38 
0.43 
0.27 
0.22 
0.23 
0.25 
0.30 
0.13 
0.17 
0.26 
0.37 
0.18 
0.49 
0.29 
0.38 
0.23 
0.37 
0.38 
0.13 
0.10 
0.47 
0.38 
0.03 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign ( segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
SO assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



C 
C 
C 
C 
C 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



29 and name N 
29 and name N 
29 and name N 
29 and name N 
29 and name N 
29 and name N 
29 and name N 
29 and name H 
29 and name 0 
29 and name O 
29 and name O 
29 and name O 
29 and name O 
29 and name O 
29 and name O 
29 and name O 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name 
29 and name O 
29 and name O 
29 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name C 
303 and name C 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA \ 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA J 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 
303 and name CA ) 



29 and name CA ) 

29 and name O ) 

30 and name C ) 
30 and name CA ) 



30 and name N 

30 and name O 

31 and name N 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 30 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 340 and name O 
(segid 3A4 and resid 341 and name C 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name CG ) 
(segid 3A4 and lesid 341 and name N ) 
(segid 3A4 and resid 341 and name O ) 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 342 and name CA ) 



30 and name CA 
30 and name N 

30 and name O 

31 and name C 
31 and name CA 
31 and name CB ) 



31 and name N 
31 and name O 



\ acyiu .M-i-i - — 

(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name N 
(segid 3A4 and resid 303 and name CB 
(segid 3A4 and resid 303 and name O 
(segid 3A4 and resid 304 and name C 
(segid 3A4 and resid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 304 and name N ) 
(segid 3A4 and resid 304 and name O ) 
(segid 3A4 and resid 305 and name C ) 
(segid 3A4 and resid 305 and name CA ) 
(aegid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 305 and name N ) 
(segid 3A4 and resid 305 and name O ) 
(segid 3A4 and resid 306 and name C ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name N ) 
(segid 3A4 and resid 306 and name O ) 
(segid 3A4 and resid 307 and name C ) 
(segid 3A4 and resid 307 and name CA > 



1.45 
2.79 
5.B7 
4.71 
3.49 
6.04 
6.90 
7.30 
4.07 
2.75 
2.25 
4.71 
7.08 
6.18 
6.80 
4.81 
7.05 
7.34 
6.68 
5.69 
5.72 
5.96 
6.29 
7.01 
6.81 
5.25 
5.05 
4.63 
4.63 
7.19 
6.46 
2.48 
1.24 



0.01 
0.07 
0.05 
0.06 
0.05 
0-16 
0.13 
0.27 
0.08 
0.02 
0.00 
0.14 
0.11 
0.15 
0.25 
0.13 
0.21 
0.44 
0.36 
0.49 
0.53 
0.62 
0.50 
0.52 



i»ey±u jf*-i a»u »■ . 

(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 307 and name N 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name N 
(segid 3A4 and resid 303 and name C 
(segid 3A4 and resid 303 and name CB 
(segid 3A4 and resid 303 and name O 
(segid 3A4 and resid 304 and name C 
(segid 3A4 and resid 304 and name CA 
(segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 304 and name N 
(segid 3A4 and resid 304 and name O 
(segid 3A4 and resid 305 and name C 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 305 and name N ) 
(segid 3A4 and resid 305 and name O ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name N ) 
(segid 3A4 and resid 307 and name CA 1 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 307 and name N ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 
(seqid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 313 and name CA J 
(segid 3A4 and resid 313 and name CB J 



19 
44 
69 
.33 
.20 
.04 
4.62 
5.21 
3.34 
6.14 
5.97 
5.48 
4.52 
7.19 
7.09 
6.18 
5.72 
5.30 
7.63 
6.76 
1.52 

I. 52 
2.39 
4.53 
3.81 
4.83 
2.43 
5.61 
6.08 
5.57 
5.80 
4.39 
7.24 
6.42 
5.49 
7.56 
7.15 
6.59 
9.24 
8.91 

10.89 
10.54 
12.06 

II. 48 
13.4 4 
12.87 
15.04 
14.58 
16.71 
16.22 



0.00 
0.08 
0.05 
0.05 
0.05 
0.16 
0.13 
0.27 
0.08 
0.02 
0.01 
0.13 
0.12 
0.16 
0.24 
0.13 
0.20 
0.45 
0.37 
0.50 
0.53 
0.62 
0.51 
0.52 
0.49 
0.34 
0.41 
0.44 
0.27 
0.28 
0.33 
0.03 
0.01 
0.09 
0.02 
0.02 
0.01 
0.21 
0.26 
0.09 
0.16 
0.09 
0.31 
0.69 
0.58 
0.41 
0.70 
0.61 
0.73 
0.71 
0.73 
0.17 
0.45 
0.01 
0.01 
0.02 
0.06 
0.01 
0.03 
0.01 
0.18 
0.30 
0.11 
0.21 
0.11 
0.34 
0.75 
0.52 
0.85 
0.79 
0.84 
0.34 
0.13 
0.47 
0.42 
0.97 
1.15 
0.74 
0.66 
0.44 
0.32 
0.71 
0.7B 



49 
34 
41 
44 
.28 
0.28 
0.33 
0.04 
0.00 
0.09 
0.02 
0.02 
0.01 
0.20 
0.26 
0.09 
0.16 
0.10 
0.31 
0.68 
0.57 
0.41 
0.70 
0.60 
0.74 
0.70 
0.73 
0.17 
0.45 
0.01 
0.01 
0.02 
0.06 
0.00 
0.04 
0.01 
0.18 
0.30 
0.11 
0.22 
0.11 
0.34 
0.75 
0.52 
0.84 
0.79 
0.85 
0.34 
0.13 
0.46 
0.41 
0.97 
1.15 
0.74 
0.66 
0.45 
0.32 
0.71 
0.78 



378 



assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and res id 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA 
5 assign (segid 3A4 and resid 303 and name CA 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA j 
10 assign (segid 3A4 and resid 303 and name CA 
assign (segid 3A4 and resid 303 and name CA > 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
15 assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and lesid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
20 assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
25 assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segxd 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
30 assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
35 assign (segid 3A4 and resid 303 and name CA > 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CA ) 
assign (segid 3A4 and resid 303 and name CB ) 
40 assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
45 assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 



17.87 

17.22 

19.21 

18.51 

17.20 

17.20 

14.62 

15.44 

10.91 

10.02 

17.06 

18.20 

17.42 

18.04 

13.76 

13.33 

13.54 

14.52 

15.52 

16.89 



assign laey^ — - — — — 

assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
50 assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
55 assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
60 assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB . 
assign (segid 3A4 and resid 303 and name CB ) 
65 assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
70 assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB 1 
75 assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
80 assign (segid 3A4 end resad 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB ) 



(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and namo CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB 1 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA } 13.67 
(segid 3A4 and resid 402 and name CA ) 10.27 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA \ 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 10.08 
(segid 3A4 and resid 407 and name CA ) 13.60 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB | 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 304 and name C ) 
(segid 3A4 and tesid 304 and name CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 304 and name N ) 
{segid 3A4 and resid 304 and name O ) 
(segid 3A4 and resid 305 and name C > 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 305 and name N ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name N ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 11.83 
(segid 3A4 and resid 310 and name CA ) 13.02 
(segid 3A4 and resid 310 and name CB ) 12.31 
(segid 3A4 and resid 311 and name CA ) 14.31 
(segid 3A4 and resid 311 and name CB ) 13.69 
(segid 3A4 and resid 312 and name CA ) 16.17 
(sagid 3A4 and resid 312 and name CB ) 15.79 
(segid 3A4 and resid 313 and name CA ) 17.81 
(segid 3A4 and resid 313 and name CB ) 17.32 
(seaid 3A4 and resid 314 and name CA ) 18.75 
(segid 3A4 and resid 314 and name CB ) 18.00 
(segid 3A4 and resid 363 and name CA ) 17.91 
(segid 3A4 and resid 363 and name CB ) 18.01 
(segid 3A4 and resid 364 and name CA ) 15.11 
(segid 3A4 and resid 364 and name CB J 15.80 
(segid 3A4 and resid 365 and name CA ) 11.47 
(segid 3A4 and resid 365 and name CB ) 10.67 
(segid 3A4 and resid 395 and name CA J 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and re bid 400 and name CA ) 
(segid 3A4 and re-»id 4 00 and name CB ) 
(sogid 3A4 and resid 401 and name CA ) 
(segid 3A4 and tesid 402 and name CA ) 
(segid 3A1 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 



0.90 
0.96 
0.63 
0.55 
0.47 
0.41 
0.44 



9.58 
12.24 
13.39 
14.37 
15.29 
12.09 
11.41 



14.53 
15.43 
15.68 
13.72 
12.59 
13.86 
17.45 
5.60 
4.57 
5.40 
3.28 
6.62 
7.42 
6.94 
7.26 
5.68 
7.59 
6.7B 
8.34 
7.72 
10.32 
10.07 
12.13 



0.90 
0.97 
0.62 
0.54 
0.47 
0.41 
0.43 
0.48 
0.47 
0.42 
0.98 
0.81 
0.81 
0.83 
0.84 
0.89 
0.87 
0.87 
0.86 
0.85 
0.65 
0.75 
0.75 
1.01 
0.97 
1.14 
1.08 
1.23 
1.00 
1.39 
1.42 
1.41 
1.30 
1.30 
1.00 
0.92 
1.11 
1.21 
0.12 
0.10 
0.12 
0.12 
0.22 
0.28 
0-10 
0.19 
0.08 
0.63 
0.44 
0.84 
0.81 
0.37 
0.16 
0.43 
0.38 
0.95 
1.12 
0.78 
0.71 
0.47 
0.34 
0.72 
0.78 
0.95 
1.01 
0.57 
0.51 
0.54 
0.58 
0.57 
0.54 
0.99 
0.83 
0.86 
0.89 
0.92 
0.90 
0.87 
0.65 
0.77 
0.77 
1.05 
1.02 



18.04 
14.99 
14.46 
14.77 
15.70 
16.91 
18.28 
15.12 
11.71 
10.96 
13.63 
14.74 



48 
48 
41 
98 
.82 
0.81 
0.82 
0.84' 
0.88 
0.87 
0.88 
0.87 
0.86 
0.65 
0.75 
0.74 
1.02 
0.98 
1.14 
1.07 
1-24 
1.00 
1.39 
1.42 
1.42 
1.29 
1.31 
1.00 
0.92 
1.11 
1.21 
0.12 
0.11 
0-11 
0.12 
0.22 
0.27 
0.10 
0.18 
0.07 
0.64 
0.43 
0.83 
0.81 
0.36 
0.15 
0.44 
0.37 
0.95 
1.12 
0.78 
0.70 
0.48 
0.34 
0.73 
0.77 
0.95 
1.02 
0.57 
0.51 
0.54 
0.58 
0.58 
0.54 
0.98 
0.82 
0.86 
0.90 
0.91 
0.90 
0.88 
0.65 
0.77 
0.76 
1.06 
1.02 
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10 



asslan (segid 3A4 and resid 303 and name CB ) 
assign segid 3A4 and resxd 303 and name CB 
assign (segid 3A4 and tesid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB ) 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 



15.84 
16.78 
13.57 
12.90 
11.46 
14.91 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



) 

) 

) 

) 

) 

) 

) 

) 

) 

> 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 



assign t segia j/v* — - 

assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name CB 
assign (segid 3A4 and resid 303 and name M ) 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name N 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name 0 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assiqn (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 303 and name O 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name C 
assign (segid 3A4 and resid 304 and name CA 
assign (segid 3A1 and resid 304 and name CA ) 
assign (segid 3A4 and tesid 304 and name CA J 
assign (segid 3A4 and resid 304 and name CA ) 
assign (segid 3A4 and resid 304 and name CA ) 
assign (segid 3A4 and resid 304 and name CA 
assign (segid 3A4 and resid 304 and name CA ) 



(segid 3A4 and tesid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 15.85 
(segid 3A4 and resid 408 and name CA ) 16.78 
segid 3A4 and resid 408 and name CB ) 17.08 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 303 and name C ) 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 303 and name CB ) 
(segid 3A4 and resid 303 and name O ) 
(segid 3A4 and tesid 304 and name C ) 
(segid 3A4 and tesid 304 and name CA ) 
(segid 3A4 and tesid 304 and name CB 
(segid 3A4 and resid 304 and name N 
(segid 3A4 and resid 304 and name O 
(segid 3A4 and resid 305 and name C ) 
(segid 3A4 and resid 305 and name CA ) 



14.94 
13.81 
14.91 
2.47 
1.46 
2.44 
3.58 
4.79 
4.17 
4.90 
2.75 



(segia aiw — - 

(segid 3A4 and tesid 305 and name CB 
(segid 3A4 and resid 305 and name N ) 
(segid 3A4 and resid 305 and name O ) 
(segid 3A4 and resxd 306 and name N ) 
(segid 3A4 and resid 303 and name CB 



(segid 3A4 and resid 304 and name C 
(segid 3A4 and resid 304 and name CA 

( segid 3A4 and resid 304 and name CB ) 

(segid 3A4 and resid 304 and name N 1 

(segid 3A4 and resid 304 and name O ) 

(segid 3A4 and resid 305 and name C * 



{segia jh<> anu im*u - 

(segid 3A4 and resid 305 and name CA 



> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name N , 
(segid 3A4 and resid 305 and name O ) 
(segid 3A4 and resid 306 and name C ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name H 
(segid 3A4 and lesid 306 and name O ) 
[segid 3A4 and resid 307 and name C ) 
( segid 3A4 and resid 307 and name CA > 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 307 and name N ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name N 



l segia a»w ».^*- : - __ . 

(segid 3A4 and resid 304 and name CB ) 



( segia j/v* snu i»s»j.« - v * — 

(segid 3A4 and resid 304 and name O 
(segid 3A4 and resid 305 and name C ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB > 

) 
) 



(segid 3A4 and resid 305 and name N 
(segid 3A4 and resid 305 and name O 
t^egid 3A4 and resid 306 and name C 
(segid 3A4 and resid 306 and name CA ) 

v 3 . . * • i ir\d anH name N ) 

) 
) 
) 



(segia jhi anu — - - 
(segid 3A4 and resid 306 and name N 
(segid 3A4 and resid 306 and name O 
(segid 3A4 and resid 307 and name C 
(segid 3A4 and resid 307 and name CA 
(segid 3A4 and resid 307 and name CB 

) 
> 



segid 3A4 and resid 307 and name N 
(segid 3A4 and resid 307 and name O 
(segid 3A4 and resid 308 and name C 
segid 3A4 and resid 308 and name CA 
segid 3A4 and resid 308 and name CB 
segid 3A4 and resid 308 and name N 
segid 3A4 and resid 308 and name 0 
segid 3A4 and resid 309 and name CA 
segid 3A4 and resid 309 and name CB 
seiid 3A4 and resid 309 and name N 
segid 3A4 and xesid 365 and name C 
selid 3A4 and resid 365 and name CA 
segid 3A4 and resid 365 and name CB 
segid 3A4 and resid 365 and name O 
segid 3A4 and resid 304 and name C 
segid 3A4 and resid 304 and name CB 
segid 3A4 and resid 304 and name O 
segid 3A4 and resid 305 and name C 
se^id 3A4 and resid 305 and name CA 
sSid 3A4 and resid 305 and name CB 
segid 3A4 and resid 305 and name N ) 



96 
34 
.55 
.55 
.42 
.50 
.97 
3.13 
3.31 
2.79 
4.22 
2.25 
4.04 
4.77 
4.71 
5.46 
3.61 
5.80 
5.13 
4.76 
4.05 
6.33 
6.40 
5.34 
4.95 
4.44 
7.46 
6.25 
2.49 
1.24 
3.01 
2.44 
3.74 
1.33 
3.82 
4.63 
4.51 
3.31 
5.73 
4.88 
4.57 
4.31 
3.88 
6.07 
6.15 
5.02 
4.57 
4.14 
7.29 
7.39 
7.49 
6.08 
7.17 
7.19 
6.12 
6.59 
1.52 
1.53 
2.38 
4.43 
3.83 
4.92 
2.47 



1.15 
1.09 
1.23 
1.01 
1.39 
1.45 
1.44 
1.31 
1.31 
1.02 
0.95 
1.16 
0.02 
0.00 
0.05 
0.05 
0.04 
0.10 
0.16 
0.11 
0.07 
0.35 
0.10 
0.17 
0.08 
0.33 
0.64 
0.12 
0.19 
0.04 
0.03 
0.01 
0.37 
0.36 
0.16 
0.17 
0.12 
0.47 
0.82 
0.62 
0.43 
0.85 
0.82 
0.91 
0.83 
0.89 
0.40 
0.68 
0.01 
0.02 
0.07 
0.01 
0.03 
0.01 
0.08 
0.15 
0.14 
0.12 
0.15 
0.09 
0.17 
0.24 
0.18 
0.07 
0.09 
0.09 
0.16 
0.06 
0.09 
0.12 
0.17 
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0.14 
0.48 
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0.02 
0.07 
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0.05 
0.04 
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1.39 
1.44 
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1.31 
1.31 
1.02 
0.94 
1.15 
0.03 
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0.04 
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0.04 
0.09 
0.16 
0.11 
0.06 
0.35 
0.11 
0.16 
0.09 
0.34 
0.63 
0.12 
0.19 
0.05 
0.02 
0.02 
0.37 
0.35 
0.17 
0.17 
0.12 
0.47 
0.82 
0.62 
0.44 
0.85 
0.83 
0.92 
0.83 
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(segid 3A4 and 
(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
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resid 304 
resid 304 
resid 304 
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resid 304 
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and name CB ) 
and name CB ) 
and name CB J 
and name CB ) 



(segid 3A4 and resid 305 and name O ) 
(segid 3A4 and resid 306 and name C ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name N ) 
(segid 3A4 and resid 306 and name O ) 
(segid 3A4 and resid 307 and name C > 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 307 and name N ) 
(segid 3A4 and resid 307 and name O ) 
(segid 3A4 and resid 30B and name C ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name N ) 
(segid 3A4 and resid 309 and name CA, ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name N ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB > 
{segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 ond resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(3egid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name C ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB 1 
(segid 3A4 and resid 365 and name O ) 
I segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and tesid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA J 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 305 and name C ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and re* id 305 and name CB ) 
(segid 3A4 and resid 305 and name N ) 
(segid 3A4 and resid 305 and name O ) 
(segid 3A4 and resid 306 and name C ) 
[segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name N ) 



5.29 
5.62 
5.54 
4.45 
6.76 
5.75 
5.21 
4.54 
4.68 
6.90 
7.42 
6.18 
5.83 
5.22 
8.77 
8.90 
7.44 
9.99 
9.57 
10.56 
9.75 
12.25 
11.90 
14.43 
14.20 
15.31 
14.59 
16.23 
15.39 
18.05 
18.64 
18.02 
19.09 
19.07 
16.92 
16.92 
13.67 
13.67 
11.11 
12.00 
7.19 
7.46 
6.46 
6.59 
17.47 
19.04 
17.50 
17.10 
17.50 
13.54 
13.20 
14.08 
15.31 
15.58 
16.82 
12.97 
10.11 
9.77 
12.74 
14.07 
14.05 
14.73 
11.13 
10.14 
10.08 
13.79 
14.85 
14.76 
14.73 
12.75 
11.41 
13.77 
17.23 
17.83 
17.65 
5.46 
4.65 
5.71 
3.38 
6.17 
6.80 
6.84 
5.72 



0.08 
0.21 
0.17 
0.13 
0.21 
0.17 
0.27 
0.34 
0.25 
0.14 
0.10 
0.09 
0.17 
0.11 
0.11 
0.16 
0.11 
0.22 
0.31 
0.19 
0.20 
0.09 
0.14 
0.16 
0.22 
0.20 
0.22 
0.23 
0.30 
0.23 
0.85 
0.79 
0.30 
0.37 
0.21 
0.26 
0.24 
0.29 
0.18 
0.22 
0.27 
0,19 
0.19 
0.41 
0.51 
0.28 
0.85 
0.67 
0.67 
0.71 
0.75 
0.72 
0.74 
0.72 
0.67 
0.58 
0.71 
0.68 
0.82 
0.79 
0.98 
0.98 
1.10 
0.99 
0.99 
0.97 
0.98 
0.93 
1.01 
0.69 
0.72 
0.54 
0.64 
0.80 
0.65 
0.09 
0.09 
0.14 
0.11 
0.10 
0.16 
0.14 
0.14 



0.08 
0.21 
0.17 
0.14 
0.21 
0.16 
0.26 
0.34 
0.24 
0.14 
0.10 
0.10 
0.18 
0.11 
0.12 
0.15 
0.11 
0.23 
0.32 
0.18 
0.20 
0.09 
0.14 
0.16 
0.22 
0.19 
0.23 
0.23 
0.31 
0.23 
0.85 
0.78 
0.31 
0.38 
0.21 
0.27 
0.24 
0.29 
0.19 
0.22 
0.26 
0.18 
0.18 
0.41 
0.51 
0.27 
0.85 
0.67 
0.67 
0.71 
0.76 
0.73 
0.74 
0.72 
0.68 
0.57 
0.70 
0.67 
0.82 
0.80 
0.98 
0.99 
1.10 
1.00 
0.98 
0.97 
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0.73 
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0.65 
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0.66 
0.09 
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0.11 
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0.15 
0.15 
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assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and tesid 304 and name CB 
assign (segid 3A4 and tesid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 end name CB 
assign (segid 3A4 and resid 304 and name CB 
assign {segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and tesid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 304 and name CB 
(segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name CB 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name H 
assign (segid 3A4 and resid 304 and name N 
assjgn (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and tesid 304 and name N 
assign (segid 3A4 and resid 304 and namo N 
assign (segid 3A4 and re -aid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
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assign 
assign 



(segid 3A4 and resid 307 and name C ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 307 and name N ) 
(segid 3A4 and resid 307 and name 0 ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name M ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 

) 



(segid 3A4 and resid 310 and name CB 
(segid 3A4 and res id 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 



6.38 
6.07 
5.23 
5.79 
7.43 
6.50 
6. 00 
5.76 
9.51 
9.80 
10.80 
10.44 
10.88 
9.91 
12.55 
12.22 
15.02 
14.93 
15.75 
15.00 



(segid 3A4 and resid 315 and name CA ) 16.37 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB J 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name C ) 



(segid 3A4 and resid 365 and name CA J 



15.43 
18.30 
18.73 
18.13 
19.3? 
18.64 
18.93 
19.42 
16.43 
16.37 
13.24 
13.22 
10.58 
11.45 
6.89 
7.13 
6.02 
6.52 
38.18 
16.21 
14.73 
14.45 
15.30 
16.56 
16.59 
17.82 
13.83 
11.09 
10.69 
13.60 
14.99 
14.64 
15.32 
11.50 
10.53 



(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name O ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 397 and name CA > 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and tesid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and xesid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and tesid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 10.49 
(segid 3A4 and tesid 407 and name CA ) 14.09 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 17.02 
(segid 3A4 and resid 411 and name CB ) 17.72 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 304 and name C ) 
(segid 3A4 and resid 304 and namo CA ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 304 and name O ) 
(segid 3A4 and resid 305 and name C ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(sogid 3A4 and resid 30 b and name M ) 
(segid 3A4 and tesid 30b and name O ) 
(segid 3A4 and resid 306 and name C J 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name N ) 
(segid 3A4 and resid 306 and name O ) 
(segid 3A4 and resid 307 and name C > 
(segid 3A4 and resid 307 and name CA ) 



15.25 
14.80 
14.78 
12.48 
11.10 
13.55 



17.22 
17.86 

2.47 

1.45 

2.46 

3.56 

4 

4 

4 

2 

5 

6 



91 
22 
94 
78 
96 
23 
5.86 
4.73 
7.43 
6.88 
6.18 



0.21 

0.24 

0.33 

0.18 

0.22 

0.29 

0.35 

0.23 

0.24 

0.25 

0.14 

0.12 

0.26 

0.30 

0.34 

0.38 

0.28 

0.30 

0.21 

0.18 

0.43 

0.52 

0.46 

0.63 

0.62 

0.20 

0.20 

0.27 

0.31 

0.29 

0.31 

0.34 

0.40 

0.32 

0.33 

0.56 

0.42 

0.34 

0.74 

0.42 

0.67 

0.70 

0.76 

0.67 

0.67 

0.67 

0.64 

0.58 

0.66 

0.61 

0.74 

0.71 

0.95 

0.98 

1.09 

1.02 

0.92 

0.93 

0.92 

0.92 

1.01 

0.73 

0.76 

0.57 

0.65 

0.78 

0.71 

1.00 

0.02 

0.01 

0.02 

0.05 

0.12 

0.O7 

0.13 

0.08 

0.14 

0.42 

0.37 

0.27 

0.41 

0.32 

0.45 



0.22 
0.23 
0.34 
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0.23 
0.29 
0.34 
0.23 
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0.25 
0.13 
0.12 
0.26 
0.29 
0.34 
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0.29 
0.21 
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0.42 
0.52 
0.46 
0.63 
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0.30 
0.29 
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0.33 
0.40 
0.32 
0.34 
0.57 
0.42 
0.33 
0.73 



0.42 

0.67 

0.70 
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0.63 

0.56 

0.65 

0.61 

0.74 

0.72 
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0.93 
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1.00 
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0.76 
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assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign (segid 3A4 and resid 304 and name N 
assign selid 3A4 and resid 304 and name N 
assign segid 3A4 and resid 304 and name N 
assign segid 3A4 and resid 304 and name O 
assign segid 3A4 and resid 304 and name O 
assign segid 3A4 and resid 304 and name O 
assign segid 3A4 and resid 304 and name O 
assiqn (segid 3A4 and resid 304 and name O 
assign Isegid 3A4 and resid 304 and name o 
assign (segid 3A4 and resid 304 and name O 
assign segid 3A4 and resid 304 and name O 
assign isegid 3A4 and resid 304 and name O 
assiqn (segid 3A4 and resid 304 and name O 
assign Isegid 3A4 and resid 304 and name 
assign (segid 3A4 and resid 304 and name 
assign (segid 3A4 and resid 304 and name 
(segid 3A4 and resid 304 and name 
(segid 3A4 and resid 304 and name 
(segid 3A4 and resid 304 and name 
(segid 3A4 and resid 304 and name 
assiqn (segid 3A4 and resid 304 and name 
assign segid 3A4 and resid 304 and name O 
assign segid 3A4 and resid 304 and name O 
(segid 3A4 and resid 304 and name O 
(segid 3A4 and resid 304 and name O 
segid 3A4 and resid 304 and name O 
(segid 3A4 and resid 304 and name O 
assign (segid 3A4 and resid 304 and name O 
assign segid 3A4 and resid 304 and name 
assign segid 3A4 and resid 304 and name 
(segid 3A4 and resid 304 and name 
(segid 3A4 and resid 304 and name 
(segid 3A4 and resid 304 and name 
(segid 3A4 and resid 304 and name 
(segid 3A4 and resid 305 and name 
(segid 3A4 and resid 305 and name 
(segid 3A4 and resid 305 and name 
(segid 3A4 and re3id 305 and name 
(segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name C 
assign segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name c 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name C 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name ca j 
assign (segid 3A4 and resid 305 and name CA J 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA i 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 



(segid 3A4 and resid 301 and name CB ) 
(segid 3A4 and tesid 307 and name N 
(segid 3A4 and resid 308 and name CA 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name N ) 
(segid 3A4 and resid 304 and name CB ) 
(segid 3A4 and resid 305 and name c ) 
segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name N 
(segid 3A4 and resid 305 and name O 
(segid 3A4 and resid 306 and name C ) 
(segid 3A4 and resid 306 and name CA 
(segid 3A4 and resid 306 and name N ) 
(segid 3A4 and resid 306 and name 0 > 
(segid 3A4 and resid 30*7 and name C 1 
(segid 3A4 and resid 301 and name CA ) 
(segid 3A4 and resid 301 and name CB ) 
(segid 3A4 and resid 301 and name N ) 
(segid 3A4 and resid 301 and name O 
(segid 3A4 and resid 308 and name C ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name N > 
(segid 3A4 and resid 308 and name O ) 
(segid 3A4 and resid 309 and name C J 
(segid 3A4 and resid 309 and name CA ] 



5.61 
5.44 
1.38 
6.96 
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CA ) 



(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 310 and name N 
{segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 365 and name C 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 365 and name N 
(segid 3A4 and resid 365 and name O 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name o 
(segid 3A4 and resid 306 and name C 
(segid 3A4 and resid 306 and name CA 
(segid 3A4 and resid 306 and name N 
(segid 3A4 and resid 306 and name O ) 
(segid 3A4 and resid 307 and name C ) 
(segid 3A4 and resid 301 and name CA 
(segid 3A4 and resid 301 and name CB 
(segid 3A4 and resid 301 and name N 
(segid 3A4 end resid 301 and name O 
(segid 3A4 and resid 308 and name C 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name N > 
(segid 3A4 and resid 30B and name O ) 
(segid 3A4 and resid 309 and name C ) 
segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name N ) 
(segid 3A4 and resid 309 and name 0 ) 
(segid 3A4 and resid 310 and name CA ) 
segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name N ) 
(segid 3A4 and resid 311 and name H ) 
segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB ) 
segid 3A4 and resid 402 and name O 
segid 3A4 and resid 305 and name C 
segid 3A4 and resid 305 and name CB 
segid 3A4 and resid 305 and name O 
segid 3A4 and resid 306 and name C 
(segid 3A4 and resid 306 and name CA ) 
segid 3A4 and resid 306 and name N 
segid 3A4 and resid 306 and name O 
segid 3A4 and resid 301 and name C 
segid 3A4 and resid 307 and name CA 
v y . , -am and name CB ) 



0.50 
0.46 
0.11 

o.n 

0.19 
0.13 
0.12 
0.02 
0.02 
0.01 
0.13 
0.23 
0.21 
0.19 
0.21 
0.13 
0.23 
0.29 
0.24 
0.08 
0.11 
0.10 
0.11 
0.10 
0.10 
0.14 
0.15 
0.21 
0.14 
0.11 
0.14 
0.34 
0.22 
0.11 
0.20 
0.52 
0.03 
0.00 
0.05 
0.01 



0.49 
0.47 
0.10 
0.17 
0.20 
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assign (segid 3A4 and resid 305 and name CA segia ^ ^ and ^ ^ 

assign (segid 3A4 and resid 305 and name CA segid ^ ^ ^ 



assign isegia anu «■•«- — 

assign (segid 3A4 and resid 305 and name CA I 
assign (segid 3A4 and resid 305 and name CA > 
assign (segid 3A4 Bnd resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA I 
assign (segid 3A4 and resid 305 and name ca > 
assign (segid 3A4 and resid 305 and name ca 
assign (segid 3A4 and resid 305 and name CA | 
assign (segid 3A4 and resid 305 and name ca j 



segid 3A4 and resid 307 and name N 

segid 3A4 and resid 307 and name O 

segid 3A4 and resid 308 and name C 

segid 3A4 and resid 308 and name CA 

segid 3A4 and resid 308 and name CB 

segid 3A4 and resid 308 and name N 

segid 3A4 and resid 308 and name O 
segid 3A4 and resid 309 and name C ) 
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3.61 
2.97 
6.17 
7.29 
6.51 
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5.13 
6.91 
7.68 
6.21 
6.13 
5.13 
7.42 
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2.53 
1.23 
3.04 
2.45 
1.33 
3.91 
4.46 
4.40 
5.11 
3.25 
5.57 
4.77 
4.36 
4.06 
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5.98 
6.16 
5.08 
4.79 
4.10 
7.32 
7.32 
7.36 
6.02 
7.77 
7.33 
6.06 
5.8S 
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1.53 
1.54 
2.40 
4.46 
3.85 
2.47 
5.39 
5.43 
5.43 
5.80 
4.39 
6.56 
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4.95 
4.20 
4.43 
6. 80 
7.42 
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0.04 
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0.07 
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0.03 



01 
08 
.04 
.07 
.10 
.09 
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0.05 
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0.18 
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0.61 
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0.61 
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0.02 
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assian (segid 3A4 and res id 305 and name CA > 
assign (segid 3A4 and resid 305 and name CA ) 
alexin (segid 3A4 and resid 305 and name CA 
assign (segid 3A4 and tesid 305 and name CA 
assxgn (segid 3A4 and resid 305 and name CA 
assign (segid 3A4 and resid 305 and name CA 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA > 

*» » J . . t ~> r\C nnrl nana CJi 



(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and re«*id 309 and name CB ) 
(seqid 3A4 and resid 309 and name N ) 
Uegid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name N ) 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB > 
(segid 3A4 and resid 313 and name CA ) 
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i,5egj-u QiivA 

(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 



assign (segid 3A4 and resid 305 and name CA segia ^ nane CB , 

assxgn (segid 3A4 and resid 305 and name CA segid JA ^ ^ ^ ^ , 

assign (segid 3A4 and resid 305 and name CA (segia * ^ ^ ^ , 

(segid 3A4 and resid 305 and name CA ) (segia , „_ „ ^ e cr ) 

Isegid 3A4 and resid. 305 and name CA segid 3A4 and resid 315 and na^ ^ j 
(segid 3A4 and resid 305 and name CA ) segid w a ^ 
. (segid 3A4 and resid 305 end name CA segid 3A4 and rmn ^ ^ ^ ( 

assign (segid 3A4 and resid 305 and name CA segid JA ^ ^ ^ , 

assign (segid 3A4 and resid 305 and name CA segia ^ an<J name ^ , 

assign (segid 3A4 and resid 305 and name CA ) (segia ^ and ^ ^ , 

assign (segid 3A4 and resid 305 and name CA segid ja ^ ^ ^ , 

assign (segid 3A4 and resid 305 and name CA > segia oh name ^ 

assign (segid 3A4 and resid 305 and name CA segid 3A4 and re ^ ^ ^ ^ } 
assign Isegid 3A4 and resid 305 and name CA segid J ^ ^ ^ , 

25 assign (segid 3A4 and resid 305 and name CA «gid 3M an ^ ^ ^ } 

SS5 Isegid 35S and SSS S SS name | 13- ?A4 and resid 354 and name CA , 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA > 
assign (segid 3A4 and resid 305 and name CA 

assign (segid 3A4 and resid 305 and name CA ,«g*o — ^ — — ^ , 

assign (segid 3A4 and resid 305 and name CA segid « 3Q4 ^ name ^ , 

assign (segid 3A4 and re*id 305 and name CA segid £ ^ ^ ^ } 

assign (segid 3A4 and resid 305 and name CA segid JA and narae CA ) 

assign (segid 3A4 and resid 305 and name CA segid 3A« ^ ^ ^ , 

assign (segid 3A4 and resid 305 and name CA segia ^ ^ > 

(segid 3A4 and resid 305 and name CA segia ja« a ^ 
(segid 3A4 and resid 305 and name CA segid 3A4 and resia w> 
segid 3A4 and resid 305 and name CA segid 3A4 and resid ana 
segid 3A4 and resid 305 and name CA segid 3A4 and resid 397 and name 
Uid 3A4 and resid 305 and name CA segid 3A and xesid 397 and « ^ j 
(segid 3A4 and resid 305 and name CA segid | regid ^ ^ name ^ , 

{^egid SJ Tnd rfsid SI SS name S ) Isegid 3A4 and resid 399 and name CA , 
(segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 30S and narae CA ) 

assign (segid 3A4 and resid 305 and name CA — — ^3 and name CB , 

assign (segid 3A4 and resid 305 and name CA segid 3A4 an ^ ^ } w 35 

assign (segid 3A4 and resid 305 and name CA segid 3M a ^ ^ CB ) 10<97 

assign (segid 3A4 and resid 305 and name CA segid 3A4 an ^ ^ | 7<5? 

assign (segid 3A4 and resid 305 and name CA segid ana 6<54 
assign (segid 3A4 and resid 305 and name CA segid 3A4 and resid 4 ^ ^ j ? 

assign (segid 3A4 and resid 305 and name CA segid 3A< ana ^ j 1Q ^ 9 

assign (segid 3A4 and resid 305 and name CA segid 3A4 ana ^ ^ nQme ^ } 

assign (segid 3A4 and resid 305 and name CA segia ^ ^ ^ ) 2 

111% {SS3 SS =3 SSS Tn = S ^ a 5a l na relid lol 22 ^ S ! SlS 
Sign [segid S SSS SS S3 = CA ! ££5 24 and resid 40 9 and name CB , g.21 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CA > 
(segid 3A4 and resid 305 and name CA ) 
assign (segid 3A4 and resid 305 and name CA ) 
70 assign (segid 3A4 and resid 305 and name CB ) 
assign (segid 3A4 and resid 305 and name CB ) 
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(segid 3A4 and resid 399 and name CB ) 
Isegid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
[segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 



6.24 
6.05 
5.17 
8.69 
8.76 
7.38 
9.80 
9.37 
10.40 
9.67 
12.45 
12.16 
14.21 
13. B5 
15.11 
14.34 
16.18 
17.61 
18.22 
19.32 
18.64 
19.44 
17.27 
17.61 
13.67 
13.34 
12.04 
13.24 
8.48 
7.36 
16.93 
19.07 
17.33 
18.28 
17.48 
16.23 
16.50 
15.07 
15.59 
17.01 
13.92 
14.43 
10.60 
10.58 
10.97 
12.30 
11.99 
13.22 
9.28 
6.50 
6.45 
9.25 
10.63 
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assign (segid 3A4 and resid 305 and name CB ) 
assign (segid 3A4 and resid 305 and name CB ) 
assign (segid 3A4 and resid 305 and name CB ) 
75 assign (segid 3A4 and resid 30b and name CB ) 
assign (segid 3A4 and resid 305 and name CB ) 
assign Isegid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB ) 
assign (segid 3A4 and resid 305 and name CB ) 
80 assign (segid 3A4 and resid 305 and name CB ) 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB j 
assign (segid 3A4 and resid 305 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 410 and name CA ) 
and resid 411 and name CA ) 
and resid 411 and name CB ) 
and resid 412 and narae CA ) 
and resid 413 and narae CA ) 
and resid 306 and narae C ) 
and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name N ) 
(segid 3A4 and resid 306 and name O ) 
(segid 3A4 and resid 307 and name C ) 
and resid 307 and name CA ) 
and resid 307 and name CB ) 
and resid 307 and name H ) 
va « y ^ ~~ and resid 307 and name O ) 
(segid 3A4 and resid 308 and name C ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name N ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 309 and narae CA ) 



0.12 
0.18 
0.07 
0.10 
0.18 
0.08 
0.12 
0.15 
0.15 
0.22 
0.19 
0.23 
0.06 . 
0.07 
0.22 
0.30 
0.30 
0.50 
0.6B 
0.22 
0.62 
0.20 
0.17 
0.21 
0.21 
0.28 
0.17 
0.21 
0.23 
0.15 
0.42 
0.16 
0.24 
0-36 
0.43 
0.70 
0.72 
0.84 
0.68 
0.67 
0.72 
0.72 
0.76 
0.79 
0.70 
0.69 
0.73 
0.70 
0.64 
0.72 
0.65 
0.75 
0.72 
0.92 
0.96 
0.99 
0.93 
0.69 
0.68 
0.74 
0.74 
0.85 
0.62 
0.75 
0.29 
0.43 
0.58 
0.49 
1.02 
0.06 
O.07 
0.05 
0.06 
0.06 
0.08 
0.12 
0.11 
0.04 
0.10 
0.10 
0.16 
0.08 
0.12 



11.84 
14.96 
15.31 
15.50 
17.02 
5.49 
4.54 
3.21 
6.36 
6.84 
6.81 
7.27 
5.66 
7.94 
6.71 
6.24 
5.37 
5.85 
6.9S 



0.17 
0.08 
0.12 
0.15 
0.15 
0.21 
0.18 
0.23 
0.06 
0.08 
0.22 
0.30 
0.31 
0.50 
0.69 
0.23 
0.63 
0.19 
0.18 
0.20 
0.21 
0.29 
0.18 
0.21 
0.23 
0.16 
0.42 
0.16 
0.24 
0.36 
0.43 
0.69 
0.73 
0.85 
0.69 
0.66 
0.73 
0.73 
0.75 
0.79 
0.70 
0.69 
0.74 
0.70 
0.65 
0-72 
0.65 
0.75 
0.73 
0.92 
0.96 
1.00 
0.93 
0.70 
0.68 
0.73 
0.74 
0.84 
0.62 
0.75 
0.30 
0.43 
0.58 
0.50 
1.02 
0.06 
0.07 
0.06 
0.07 
O.05 
0.08 
0.12 
0.10 
0.04 
0.09 
0.09 
0.16 
0.08 
0.11 
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assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and res id 305 and name CB 
assign (sag id 3A4 and resid 305 and name CB 
assign (sag id 3A4 and resid 305 and name CB 
5 assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segLd 3A4 and re&id 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
10 assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resxd 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resxd 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
15 assign {segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign [segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
20 assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
25 assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
30 assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and re*»id 305 and name CB 
(segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and lesid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 30S and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name CB 
(segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
65 assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and lesid 305 and name CB 
assign (segid 3A4 and resid 305 and name CB 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
70 assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name W 
assign (segid 3A4 and resid 305 and name N 
75 assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
80 assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and res id 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 



35 



40 



45 



50 



55 



60 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name N ) 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and lesid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 31? and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 364 and name CB > 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3a4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and tesid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name C ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 406 and name N > 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(aegid 3A4 and resid 412 and name CA J 
(aegid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 305 and name C ) 
(segid 3A4 and resid 305 and name CA > 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 305 and name o ) 
(segid 3A4 and resid 306 and name C ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 306 and name N ) 
(segid 3A4 and resid 306 and name O ) 
(segid 3A4 and resid 307 and name C ) 
(segid 3A4 and resid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 307 and name N ) 
(segid 3A4 and resid 307 and name O ) 
(aegid 3A4 and resid 308 and name C ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 



6.50 
6-10 
9.70 
9.85 
11.04 
10.70 
11.28 
10.39 
13.21 
12.87 
15.27 
15.01 
16.16 
15.41 
16.96 
18.34 
18.59 
18.59 
18.96 
14.93 
14.51 
13.46 
14.69 
9.96 
8.79 
17.98 
18.03 
18.76 
17.91 
16.23 
16.62 
14.84 
15.07 
16.46 
13-59 
14.25 
10.37 
10.49 
10.25 
11.53 
11.15 
12.45 
8.71 
5.94 
5.60 
5.62 
5.30 
7.95 
9.36 
9.22 
9.99 
6.66 
5.84 
5.69 
5.67 
9.43 
10.32 
10.67 
10.62 
9.60 
8.50 
10.77 
13.86 
14.15 
14.69 
16.60 
16.74 
2.49 
1.46 
2.48 
3.50 
4.83 
4.32 
2.90 
5.93 
5.62 
5.37 
S.38 
4.41 
6.83 
6.44 
5.50 
4.85 



0.16 

0.07 

0.12 

0.21 

0.13 

0.16 

0.19 

0.25 

0.22 

0.25 

0.09 

0.08 

0.24 

0.31 

0.37 

0.35 

0.74 

0.22 

0.20 

0.25 

0.33 

0.20 

0.23 

0.27 

0.20 

0.46 

0.27 

0.35 

0.40 

0.68 

0.68 

0.84 

0.70 

0.68 

0.74 

0.74 

0.76 

0.76 

0.73 

0.70 

0.81 

0.79 

0.71 

0.83 

0.77 

0.67 

0.87 

0.82 

0.80 

0.98 

1.01 

1.05 

0.96 

0.70 

0.85 

0.68 

0.75 

0.74 

0.85 

0.59 

0.77 

0.26 

0.35 

0.52 

0.39 

0.97 

1.17 

0.04 

0.01 

0.02 

0.03 

0.08 

0.08 

0.07 

0.07 

0.04 

0.10 

0.16 

0.11 

0.05 

0.09 

0.07 

0.16 



0.16 

0.06 

0.12 

0.20 

0.12 

0.15 

0.19 

0.25 

0.21 

0.25 

0.08 

0.09 

0.24 

0.32 

0.37 

0.55 

0.74 

0.21 

0.21 

0.24 

0.32 

0.20 

0.23 

0.26 

0.21 

0.46 

0.27 

0.35 

0.41 

0.69 

0.69 

0.83 

0.71 

0.68 

0.75 

0.74 

0.75 

0.76 

0.72 

0.71 

0.81 

0.78 

0.70 

0.84 

0.77 

0.68 

0.87 

0.82 

0.79 

0.99 

1.02 

1.04 

0.97 

0.71 

0.84 

0.68 

0.75 

0.73 

0.86 

0.59 

0.77 

0.25 

0.35 

0.52 

0.38 

0.97 

1.16 

0.03 

0.01 

0.02 

0.04 

0.07 

0.07 

0.07 

0.07 

0.05 

0.10 

0.17 

0.11 

0.04 

0.08 

0.08 

0.16 
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assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
5 assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name N 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
10 assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
15 assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and rosid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 



(segid 3A4 and resid 308 and name N ) 
(segid 3A4 and resid 308 and name O ) 
(segid 3A4 and resid 309 and name CA > 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name N ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name C ) 
(segid 3A4 and resid 306 and name CA ) 



4.77 
7.62 
7.34 
7.23 
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assign (segid 3A4 and resid 305 and name 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and re3id 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name O 
assign (segid 3A4 and resid 305 and name 0 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
as3ign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and resid 306 and name C 
assign (segid 3A4 and tesid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA J 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA > 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA J 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA ) 
80 assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA ) 
assign (segid 3A4 and resid 306 and name CA ) 
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(segid 3A4 and resid 306 and name N 
(segid 3A4 and resid 306 and name O 
(segid 3A4 and resid 307 and name C 
t segid 3A4 and resid 307 and name CA 
(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 307 and name N 
(segid 3A4 end resid 307 and name O 
(segid 3A4 and resid 308 and name C . 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name N ) 
(segid 3A4 and resid 308 and name O ) 
(segid 3A4 and resid 309 and name C ) 
(segid 3A4 and resid 309 and name CA ) 



) 
) 
) 
) 
) 
) 

) 

> 

) 

) 

) 

> 

) 

) 

) 

) 

) 

) 

> 

) 

) 

) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
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(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 310 and name C 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name H 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 402 and name N 
(segid 3A4 and resid 402 and name O 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 306 and name 0 
(segid 3A4 and resid 307 and name C 



(seqid 3A4 and resid 307 and name CA ) 



(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 307 and name N 
(segid 3A4 and resid 307 and name O 
(segid 3A4 and resid 308 and name C 
(segid 3A4 and resid 308 and name CA 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name N 
(segid 3A4 and resid 308 and name O 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name CA 



(segid 3A4 and resid 309 and name CB ) 



(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 310 and name C 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 312 and name N ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name O ) 
(segid 3A4 and resid 306 and name C ) 
(segid 3A4 and resid 306 and name O ) 
(segid 3A4 and resid 307 and name C ) 
(segid 3A4 and resid 307 and name CA ) 
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(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 307 and name N 
(segid 3A4 and resid 307 and name O 
(segid 3A4 and resid 308 and name C 
segid 3A4 and resid 308 and name CA 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name N 
(segid 3A4 and resid 308 and name O 
(segid 3A4 and resid 309 and name C 
segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 309 and name N 



15 
16 
,33 
.94 
.76 
.24 
3.46 
3.94 
4*24 
5-18 
3.32 
4.90 
3.66 
3.51 
3.32 
3.06 
4.85 
5.05 
3.90 
3.76 
2.92 
6.17 
7.21 
6.42 
6.66 
5.06 
7.68 
6.80 
7.68 
7.58 
6.98 
5.92 
5.90 
6.59 
6.81 
6.40 
1.24 
3.06 
2.44 
3.70 
1.32 
3.94 
4.53 
4.45 
5.17 
3.29 
5.58 
4.88 
4.55 
4.33 
3.81 
6.09 
6.17 
5.10 
4.71 
4.16 
7.34 
7.31 
7.33 
6.02 
7.80 
7.36 
6.84 
1.52 
2.40 
4.41 
3.80 
4.83 
2.42 
5.38 
5.43 
5.37 
5.71 
4.32 
6.55 
5.75 
5.13 
4.51 
4.52 



0.04 
0.10 
0.11 
0.16 
0.08 
0.13 
0.04 
0.09 
0.03 
0.01 
0.09 
0.11 
0.15 
0.15 
0.16 
0.08 
0.04 
0.08 
0.07 
0.13 
0.05 
0.06 
0.11 
0.18 
0.05 
0.07 
0.06 
0.07 
0-15 
0.06 
0.13 
0.07 
0.17 
0.05 
0.15 
0.56 
0.53 
0.56 
0.52 
0.63 
0.01 
0.07 
0.01 
0.01 
0.O1 
0.10 
0.05 
0.06 
0.06 
0.07 
0.08 
0.04 
0.09 
0.19 
0.06 
0.05 
0.13 
0.15 
0.23 
0.08 
0.14 
0.12 
0.12 
0.11 
0.08 
0.34 
0.15 
0.01 



0.03 
0.10 
0.12 
0.16 
0.09 
0.13 
0.03 
0.08 
0.02 
0.02 
0.09 
0.11 
0.15 
0.15 
0.15 
0.07 
0.04 
0.08 
0.06 
0.14 
0.06 
0.05 
0.12 
0.18 
0.05 
0.08 
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(segid 3A4 and resid 403 and name CB ) 1°*|9 
(segid 3A4 and resid 404 and name CA ) 11.55 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) — _ 
(segid 3A4 and resid 408 and name CA ) 14 .43 
(segid 3A4 and resid 408 and name CB ) 14.13 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
) (segid 3A4 and resid 306 and name C ) 
) (segid 3A1 and resid 306 and name CA > 
) (segid 3A4 and resid 306 and name O > 
J (segid 3A4 and resid 307 and name C ) 
) (segid 3A4 and resid 307 and name CA ) 



0.10 
0.16 
0.19 
0.26 
0.13 
0.12 
0.12 
0.13 
0.08 
0.14 
0.17 
0.22 
0.13 
0.18 
0.16 
0.24 
0.26 
0.55 
0.69 
0.73 
0.38 
0.35 
0.68 
0.68 
0.32 
0.36 
0.23 
0.20 
0.25 
0.22 
0.28 
0.14 
0.12 
0.17 
0.26 
0.52 
0.32 
0.34 
0.28 
0.35 
0.42 
0.24 
0.63 
0.60 
0.71 
0.75 
0.77 
0.88 
0.69 
0.67 
0.71 
0.72 
0.74 
0.81 
0.67 
0.69 
0.62 
0.59 
0.45 
0.52 
0.54 
0.50 
0.51 
0.59 
0.64 
0.58 
0.51 
0.44 
0.41 
0.45 
0.46 
0.55 
0.55 
0.73 
0.33 
0.31 
0.43 
0.40 
0.02 
0.01 
0.03 
0.05 
0.05 



13.78 
12.66 
15.19 
18.15 
18.31 
18.86 
2.48 
1.47 
3.53 
4.67 
4.19 



0.09 
0.16 
0.19 
0.25 
0.14 
0.12 
0.13 
0.13 
0.08 
0.14 
0.17 
0.22 
0.12 
0.18 
0.16 
0.24 
0.25 
0-54 
0.69 
0.73 
0.37 
0.35 
0.69 
0.68 
0.33 
0.35 
0.23 
0.21 
0.25 
0.22 
0.28 
0.13 
0.11 
0.17 
0.25 
0.53 
0.32 
0.34 
0.26 
0.35 
0.41 
0.25 
0.62 
0.59 
0.70 
0.74 
0.77 
0.88 
0.68 
0.67 
0.70 
0.71 
0.74 
0.81 
0.68 
0.69 
0.62 
0.59 
0.46 
0.52 
0.53 
0.51 
0.52 
0.59 
0.63 
0.58 
0.51 
0.43 
0.40 
0.46 
0.46 
0.55 
0.56 
0.72 
0.33 
0.31 
0.44 
0.40 
0.02 
0.01 
0.03 
0.04 
0.05 



387 



10 



15 



20 



25 



30 



35 



40 



45 



50 



assign (segid 3A4 and re<?id 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (seqid 3A4 and resid 306 and name N 
assign {segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name N 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
assign (segid 3A4 and resid 306 and name 
~ (seqid 3A4 and resid 306 and name 
(segid 3A4 and resid 306 and name 
(segid 3A4 and resid 306 and name 
(segid 3A4 and resid 306 and name 
{ segid 3A4 and resid 307 and name 
(segid 3A4 and resid 307 and name 
co»^.. (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name C 
assign (segid 3A4 and resid 307 and name C 
assign (segid 3A4 and resid 307 and name C 
assign (segid 3A4 and resid 307 and name C 
assign (segid 3A4 and resid 307 and name C 
assign (segid 3A4 and resid 307 and name C 
assign {segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name _ 
* (segid 3A4 and resid 307 and name C 
(segid 3A4 and resid 307 and name C 
(segid 3A4 and resid 307 and name 
(segid 3A4 and resid 307 and name 
(segid 3A4 and resid 307 and name 
(segid 3A4 and resid 307 and name 
(segid 3A4 and resid 307 and name 
(segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name 
assign (segid 3A4 and resid 307 and name CA 
assign (segid 3A4 and resid 307 and name CA 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



55 



60 



65 



70 



75 



80 



N 
N 
N 
N 
O 
O 
O 

o 
o 
o 
o 
o 
o 
o 

0 

o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and lesid 307 and name N ) 
{segid 3A4 and resid 307 and name O ) 
(seqid 3A4 and resid 30B and name C ) 
(segid 3A4 and resid 308 and name CA ) 
{segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name N ) 
(segid 3A4 and resid 308 and name O ) 
(segid 3A4 and resid 309 and name C ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name N ) 
(segid 3A4 and resid 309 and name O J 
(segid 3A4 and resid 310 and name CA ) 
{3egid 3A4 and resid 310 and name CB > 
(segid 3A4 and resid 310 and name N ) 
{segid 3A4 and resid 402 and name CA ) 
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(segid 3A4 and resid 310 and name C ) 
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0-15 
0.22 
0.11 
0.63 
0.63 
0.12 
0.04 
0.04 
0.01 
0.16 
0.10 
0.11 
0-11 
0.10 
0.12 
0.04 
0.13 
0.25 
0.12 
0.05 
0.17 
0.18 
0.26 
0.10 
0.18 
0.12 
0.15 
0.15 
0.16 
0.10 
0.16 
0.43 
0.03 
0.01 
0.03 
0-01 
0.03 
0.00 
0.06 
0.05 
0.10 
0.14 
0.11 
0.05 
0.11 
0.11 
0.17 
0.08 
0.11 
0.07 
0.11 
0.10 
0.14 
0.10 
0.11 
0.09 
0.19 
0.07 
0.12 
0.06 
0.07 
0.13 
0.13 
0.19 
0.25 
0.40 
0.24 
0.24 
0.02 
0.01 



388 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



70 



75 



80 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
< segid 3A4 
< segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and res id 301 
and cesid 307 
and res id 307 
and res id 307 
and res id 307 
and res id 307 
and res id 307 
and res id 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and re3id 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 
and resid 307 



and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA } 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
a nd name CA ) 



(segid 3A4 and resid 307 and name O ) 
(segid 3A4 and resid 308 and name C ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 



VOcyxw -*»^ • - »»«.«•■•• — 

(segid 3A4 and resid 308 and name N 
(segid 3A4 and resid 308 and name 0 , 
(segid 3A4 and resid 309 and name C ) 
(segid 3A4 and resid 309 and name CA > 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name N ) 
(segid 3A4 and resid 309 and name O ) 
(segid 3A4 and resid 310 and name C ) 
(segid 3A4 and resid 310 and name CA ) 
( segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 310 and name N ) 
(segid 3A4 and resid 310 and name O ) 
(segid 3A4 and resid 311 and name C ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 311 and name CG ) 
(segid 3A4 and resid 311 and name N ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 312 and name N ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB > 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB } 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resxd 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
( segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segxd 3A4 and resid 363 and name CB j 
(segid 3A4 and resid 364 and name CA ) 



0.03 
0.04 
0.01 
0-05 
0.02 
0.05 
0.10 



{ seyiu onu -~ «#--• 

(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 364 and name O 
(segid 3A4 and resid 365 and name C 



tsegj-u m\h aw - 

(segid 3A4 and resid 365 and name CA ) 



isegia j/w ouu t. — — 

(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 365 and name N , 
( segid 3A4 and resid 365 and name O ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
( segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 391 and name CB } 
(segid 3A4 and resid 394 and name CA 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 395 and name CA 
segid 3A4 and resid 396 and name CA 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA 
segid 3A4 and resid 397 end name CB ) 



2.40 
4.39 
3.80 
4.86 
2.43 
5.26 
5.46 
5.46 
5.88 
4.39 
6.57 
5.68 
5.08 
4.45 
4.52 
6.87 
7.33 
6.18 
5.84 
7.20 
5.16 
8.59 
8.65 
7.29 
9.99 
9.63 
10.54 
9.79 
12.15 
11.65 
14.13 
15.07 
17.32 
16.90 
19.04 
18.52 
18.20 
18.41 
18.33 
14.98 
16.79 
17.56 
18.81 
19.03 
19.33 
16.85 
16.58 
14.55 
13.78 
16.66 
16.64 
16.38 
15.34 
16.28 
16.41 
17.88 
14.33 
14.56 
11.23 
11.46 
9.15 
10.04 
7.30 
5.44 
5.62 
5-49 
7.02 
4.48 
12.34 
15.03 
16.43 
14.09 
15.46 
14.77 
18-32 
17.72 
14.93 
14.73 
14.55 
16.16 
17.59 
14.20 
14.22 



0-03 
0.04 
0.02 
0.05 
0.02 
0.05 
0.09 
0.13 
0.20 
0.13 
0.09 
0.10 
0.13 
0.19 
0.09 
0.11 
0.05 
0.09 
0.08 
0.11 
0.08 
0.08 
0.15 
0.08 



14 
0.21 
0.14 
0.09 
0.10 
0.12 
0.19 
0.10 
0.11 
0.05 
0.08 
0.08 
0.11 
0.09 
0.07 
0.14 
0.07 
0.14 
0.20 
0.12 
0.16 
0.21 
0.30 
0.12 
0.41 
0.55 
0.59 
0.33 
0.39 
0.34 
0.43 
0.52 
0.30 
0.40 
0.37 
0.61 
0.71 
0.64 
0.83 
0.76 
0.68 
0.67 
1.03 
0.39 
0.32 
0.33 
0.34 
0.21 
0.21 
0.23 
0.30 
0.22 
0.26 
0.19 
0.16 
O.ll 
0.22 
0.32 
0.48 
0.31 
0.17 
0.41 
0.19 
0.24 
0.25 
0.52 
0.63 
0.42 
0.72 
0.79 
0.86 
0.86 
0.68 
0.68 
0.71 
0.74 



13 
21 
12 
,16 
.21 
.29 
0.12 
0.42 
0.54 
0.58 
0.32 
0.39 
0.35 
0.42 
0.52 
0.30 
0.41 
0.38 
0.61 
0.70 
0.64 
0.83 
0.76 
0.69 
0.67 
1.02 
0.39 
0.33 



32 
34 
,21 
.21 
.23 
.29 
0.23 
0.27 
0.20 
0.15 
0.11 
0.22 
0.33 
0.49 
0.30 
O.IB 
0.41 
0.20 
0.24 
0.25 
0.53 
0.64 
0.43 
0.71 
0.79 
0.86 
O.B6 
0.67 
0.69 
0.71 
0.74 



389 



assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 end name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
5 assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and re3id 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
10 assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA > 
assign (segid 3A4 and resid 307 and name CA ) 
15 assign (segid 3A4 and resid 307 and name CA } 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
20 assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CA ) 
assign (segid 3A4 and resid 307 and name CB ) 
25 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
30 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and re&id 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
35 assign (segid 3A4 and resid 307 and name CB J 
assign (segid 3A4 and tesid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB 
40 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and re&id 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB 
assign (segid 3A4 and resid 307 and name CB ) 
45 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
50 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
55 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB > 
assign (segid 3A4 and resid 307 and name CB ) 
60 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB > 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
65 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB > 
assign (segid 3A4 and resid 307 and name CB > 
70 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
75 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB > 
assign (segid 3A4 and resid 307 and name CB ) 
80 assign (segid 3A4 and resid 307 and name CB I 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 



10.77 
10.20 
12.63 
13.92 
14.28 



9.66 
9.24 
13.23 
14.39 



0.71 
0.80 
0.61 
0.63 
0.56 
0.52 
0.45 
0.S1 
0.50 
0.51 
0.51 
0.65 
0.70 



(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB > 15.24 
(segid 3A4 and resid 401 and name CA ) 11.40 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 

(segid 3A4 and resid 403 and name CB ) 

(segid 3A4 and resid 404 and name CA ) 14.33 
(segid 3A4 and resid 404 and name CB ) 14.53 
(segid 3A4 and resid 405 and name CA ) 11.82 
(segid 3A4 and resid 405 and name CB ) 10.46 
(segid 3A4 and resid 406 and name CA ) 12.18 
(segad 3A4 and resid 407 and name CA ) 15.88 
(segid 3A4 and resid 407 and name CB ) 16.67 
(segid 3A4 and resid 408 and name CA ) 16.48 
(segid 3A4 and resid 408 and name CB ) 16.02 
(segid 3A4 and resid 409 and name CA ) 15.26 
(segid 3A4 and resid 4 09 and name CB ) 13.95 
(segid 3A4 and resid 410 and name CA ) 11 nn 
(segid 3A4 and resid 308 and name C ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name N ) 
(segid 3A4 and resid 308 and name O ) 
(segid 3A4 and resid 309 and name C ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name H ) 
(segid 3A4 and resid 310 and name C ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 310 and name H ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 311 and name CG ) 
(segid 3A4 and resid 311 and name N ) 
(segid 3A4 and resid 312 and name CA > 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segad 3A4 and resid 314 and name CA > 11.44 
(segid 3A4 and resid 314 and name CB > 10.56 
(segid 3A4 and resid 315 and name CA ) 12.87 
(segid 3A4 and resid 315 and name CB ) 1 J 
(segid 3A4 and resid 316 and name CA > 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 19.11 
(segid 3A4 and resid 350 and name CA ) 19.08 
(segid 3A4 and resid 350 and name CB ) 19.07 
(segid 3A4 and resid 351 and name CA ) 15.64 
(segid 3A4 and resid 352 and name CA ) 17.23 
(segid 3A4 and resid 352 and name CB ) 18.04 
(segid 3A4 and resid 353 and name CA ) 19.11 
(segid 3A4 and resid 353 and name CB ) 1 " ™ 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 3S6 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 16.75 
(segid 3A4 and resid 357 and name CA ) 14.49 
(segid 3A4 and resid 357 and name CB ) 13.83 
(segid 3A4 and resid 358 and name CA ) 16.32 
(segid 3A4 and resid 359 and name CA ) 16.34 
(segid 3A4 and resid 359 and name CB ) 15.98 
(segid 3A4 and resid 360 and name CA ) 15.38 
(segid 3A4 and resid 360 and name CB ) 1ft ™ 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA J 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 11.55 
(segid 3A4 and resid 364 and name C ) 7.23 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 364 and name O ) 
(segid 3A4 and resid 365 and name C ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 



17.08 
5.42 
4.48 
5.36 
3.15 
6.25 
6.86 
6.82 
7.31 
5.63 
6.81 
6.40 
5.66 
5.94 
6.94 
6.32 
7.50 
6.13 
9.60 
9.72 
11.22 
10.96 



12.28 
15-10 
16.20 
18.57 
18.20 



19.36 
19.34 
16.89 



16.39 
16.53 
17.99 
14.20 
14.28 
11.23 



8.71 
9.47 
6.88 
4.61 
5.10 
4.97 



67 
62 
53 
.52 
.55 
.59 
0.67 
0.63 
0.72 
0.37 
0.03 
0.05 
0.11 
0.07 
0.05 
0.08 
0.10 
0.18 
0.10 
0.15 
0.15 
0.23 
0.11 
0.12 
0.11 
0.14 
0.12 
0.06 
0.09 
0.15 
0.23 
0.19 
0.23 
0.24 
0.31 
0.10 
0.39 
0.53 
0.57 
0.36 
0.43 
0.51 
0.31 
0.42 
0.40 
0.63 
0.72 
0.68 
0.86 
0.77 
0.72 
0.68 
1.05 
0.40 
0.33 
0.34 
0.35 
0.23 
0.22 
0.25 
0.32 
0.27 
0.31 
0.20 
0.22 
0.17 
0.09 
0.22 
0.37 
0.58 



0.71 
0.80 
0.61 
0.64 
0.56 
0.51 
0.45 
0.51 
0.50 
0.52 
0.51 
0.65 
0.70 
0.67 
0.62 
0.53 
0.52 
0.55 
0.59 
0.67 
0.63 
0.71 
0.36 
0.02 
0.06 
0.10 
0.09 
0.04 
0.09 
0.10 
0.17 
0.10 
0.15 
0.15 
0.24 
0.10 
0.12 
0.10 
0.13 
0.12 
0.05 
0.10 



15 
22 
20 
22 
.24 
.31 
.10 
.38 
.52 
0.57 
0.36 
0.43 
0.51 
0.31 
0.41 
0.39 
0.63 
0.73 
0.67 
0.86 
0.78 
0.71 
0.68 
1.04 
0.41 
0.34 
0.35 
0.36 
0.22 
0.23 
0.25 
0.32 
0.27 
0.32 
0.21 
0.23 
0.18 
0.09 
0.23 
0.37 
0.59 
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assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3a 0 and res id 307 and name CB ) 
assign (sogid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and Lesid 307 and name CB ) 
5 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
10 assign (segid 3A4 and resid 307 and name CB ) 
assign (segxd 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
15 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
20 assign (segid 3A4 and resid 307 and name CB J 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
25 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB J 
30 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
35 assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name CB ) 
assign (segid 3A4 and resid 307 and name H ) 
40 assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name M ) 
assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
45 assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name M ) 
assign (segid 3A4 and resid 307 and name K ) 
assign (segid 3A4 and xesid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
50 assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
55 assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N > 
assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
60 assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
assign (a eg id 3A4 and resid 307 and name N ) 
assign (segid 3A4 and resid 307 and name N ) 
65 assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3a4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
70 assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
75 assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O | 
assign (segid 3A4 and resid 307 and name O > 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
80 assign (segad 3A4 and resid 307 and name O ) 
assign (segid 3A4 and rosid 307 and nam*» o ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 



(segid 3A4 and resid 365 and name N ) 
(segid 3A4 and resid 365 and name O > 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 394 and name CA > 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB > 
(segid 3A4 and resid 398 and name CA > 
(segid 3A4 and resid 398 end name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name C8 } 
(segid 3A4 and resid 404 and name CA 



6.52 
3,60 
13.15 
16.05 
17.40 
15.31 
16.79 
16.11 
19.52 
16.36 
16.11 
15.89 
17.56 
15.69 
15.72 
12.21 
11.62 
13.91 
15.19 
15.61 
16.61 
12.74 
10.79 
10.36 
14.23 
15.43 
15.35 

(segid 3A4 and resid 404 and name CB ) 15.64 
(segid 3A4 and resid 405 and name CA ) 12.66 

11.33 
12.75 
16.50 
17.38 
17.09 
16.70 
15.57 
14.21 
17.27 
2.43 
1.45 
2.44 
3.50 
4.64 
4.16 
4.89 
2.76 
5.70 
5.58 
5-30 
5.36 
4.28 
6.79 
6.45 
5.59 
5.06 
4.78 
7.66 
7.22 
7.00 
6.08 
6.67 
6.78 
6.41 
5.73 
3.25 
3.01 
2.78 
4.28 
2.25 
3.41 
4.18 
4.50 
5.48 
3.54 
5.06 
3.84 
3.79 
3.65 
3.38 
5.01 
1.96 
3.85 
3.52 



(segid 3A4 and resid 405 and name CB ) 

(segid 3A4 and resid 406 and name CA ) 

(segid 3A4 and resid 407 and name CA ) 

(segid 3A4 and xesid 407 and name CB ) 

(segid 3A4 and resid 408 and name CA ) 

(segid 3A4 and xesid 408 and name CB ) 

(segid 3A4 and resid 409 and name CA ) 

(segid 3A4 and resid 409 and name CB ) 

(segid 3A4 and resid 410 and name CA ) 

(segid 3A4 and xesid 307 and name C ) 

(segid 3A4 and reaid 307 and name CA ) 
(segid 3A4 and resid 307 and name CB 
(segid 3A4 and resid 307 and name O 
(segid 3A4 and zcsld 308 and name C 



> 
) 
) 

(segid 3A4 and resid 308 and name CA ) 

> 
) 
) 
> 



(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name N 
(segid 3A4 and xesid 308 and name O 
(segid 3A4 and resxd 309 and name C 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name N ) 
(segid 3A4 and resid 309 and name 0 J 
(segid 3A4 and resid 310 and name C J 
(segid 3A4 and resid 310 and name CA ) 
(segxd 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 310 and name N ) 
(segid 3A4 and resid 310 and name O ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segxd 3A4 and resid 311 and name N ) 
(segid 3A4 and resid 365 and name C ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name O ) 
(segid 3A4 and resid 307 and name CB ) 
(segid 3A4 and resid 308 and name C ) 
(segid 3A4 and resid 308 and name CA ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name N ) 
(segid 3A4 and resid 308 and name O } 
(segid 3A4 and resid 309 and name C ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name N ) 
(segid 3A4 and resid 309 and name O ) 
(segid 3A4 and resid 310 and name C ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(sogid 3A4 and resid 310 and name N ) 
(segid 3A4 and resid 310 and name O ) 
(segid 3A4 and resid 311 and name C ) 
(segid 3A4 and resid 311 and name CA I 
(segid 3A4 and resid 311 and name CB ) 



0.35 
0.17 
0.43 
0.26 
0.29 
0.30 
0.60 
0.72 
0.51 
0.84 
0.90 
0.90 
0.70 
0.72 
0.75 
0.72 
0.82 
0.64 
0.67 
0.57 
0.52 
0-45 
0.55 
0.54 
0.56 
0.55 
0.69 
0.74 
0-76 
0.71 
0.61 
0.62 
0.63 
0.70 
0.76 
0.75 
0.83 
0.47 
0-02 
0.01 
0.01 
0.03 
0.03 
0.03 
05 
04 
06 
05 
12 
20 



0.11 
0.06 
0.08 
0.09 
0.18 
0.05 
0.09 
0.08 
0.09 
0.07 
0.16 
0.24 
0.37 
0.17 
0.06 
0.04 
0.03 
0.03 
0.01 
0.07 
0.09 
0.08 
0-12 
10 
.08 
.12 
13 
.16 



0.11 
0.12 
0.07 
0.11 
0.08 



0.36 
0.17 
0-11 
0.27 
0.30 
0.30 
0.60 
0.71 
0.52 
0.83 
0.91 
0.91 
0.70 
0.71 
0.75 
0.73 
0.82 
0.64 
0.b6 
0.56 
0.52 
0.44 
0.54 
0.53 
0.56 
0.55 
0.70 
0.74 
0.76 
0.71 
0.62 
0.62 
0.62 
0.71 
0.76 
0.76 
0.82 
0.47 
0.02 
01 
01 
04 
03 
02 
0.05 
0.04 
0.05 
0.06 
0.12 
0.21 
0.10 
0.05 
0.08 
0.10 
0.19 
0.04 
0.08 
0.08 
0.08 
0.07 
0.16 
0.24 
0.38 
0.17 
0.07 
0.03 
0.02 
0.03 
0.01 
0.08 
0.08 
0.08 
0.13 
0.11 
0.08 
0.12 
0.14 
0.16 
0.13 
0.12 
0.08 
0.11 
0.07 
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assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 301 and name O ) 
assagn (segid 3A4 and res id 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
5 assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
10 assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
15 assign (segid 3A4 and resid 307 and name O } 
assagn (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
assign (segid 3A4 and resid 307 and name O ) 
20 assign (segid 3A4 and lesid 307 and name O ) 
assign (segid 3A4 and resid 308 and name C > 
assign (segid 3A4 and resid 306 and name C ) 
assign (segid 3A4 and resid 300 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
25 assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and lesid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
30 assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
35 assign (segid 3A4 and resid 308 and name C > 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
40 assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
45 assign (segid 3A4 and resid 308 and name C J 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
50 assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
55 assign (segid 3A4 and resid 30B and name C ) 
assign (segid 3A4 and resid 308 and name C ) 
assign (segid 3A4 and resid 308 and name C J 
assign {segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
60 assign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
65 assign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
70 assign (segid 3A4 and resid 308 end name CA ) 
assign (segid 3A4 and res id 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA ) 
asBign (segid 3A4 and resid 308 and name CA ) 
assign (segid 3A4 and resid 308 and name CA 



(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resld 311 and name 0 
(segid 3A4 and resid 311 and name OBI 
(segid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 364 and name C 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name n 
(segid 3A4 and resid 364 and name O 
(segid 3a4 and resid 365 and name C 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 365 and name N 
(segid 3A4 and resid 365 and name O 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name O 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 310 and name C 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 311 and name C 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resld 311 and name CG 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 311 and name O 
(segid 3A4 and resid 311 and name OE1 
(segid 3A4 and res id 312 and name C 
(segid 3A4 and res id 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(aegid 3A4 and resld 314 and name N 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and resid 364 and name C 
(segid 3A4 and resid 365 and name C 
(segid 3A4 and resld 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 365 and name N 
(segid 3A4 and resid 365 and name 0 
(segid 3A4 and resid 308 and name C 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 308 and name O 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 310 and name C 
I segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name 0 
(segid 3A4 and resid 311 and name C 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 



75 assign (segid 3A4 and resid 308 and name CA ) 

assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 311 and name N 

assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 311 and name O 

assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 311 and name OE1 

assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 312 and narao C 

80 assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 312 and name CA 

assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 312 and name CB 

assign (segid 3A4 and resid 308 and name CA > (segid 3A4 and resid 312 and name M 

assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 313 and name CA 



5.85 
4.94 
2.98 
6.13 
5.71 
7.29 
6.41 
6.69 
5.05 
6.99 
7.74 
6.18 
7.57 
7.76 
5.79 
4.80 
4.50 
4.66 
5.67 
4.19 
2.53 
1.23 
3.00 
2.45 
3.75 
1.34 
3.82 
4.51 
4.44 
5.18 
3.27 
5.57 
4.75 
4.50 
4-38 
6.92 
5.59 
3.77 
5.96 
7.14 
6.07 
4.94 
4.58 
4.03 
7.21 
7.30 
7.38 
7 .21 
5.98 
7.71 
7.54 
7.45 
6.70 
5.82 
41 
73 
43 
53 
S5 
40 
41 
83 
92 
2.45 
5.29 
47 
43 
84 
38 
59 
59 
5.09 
4.52 
6.98 
5.63 
4.52 
6.76 
7.28 
7.33 
6.10 
5.83 
5.10 
8.68 



0.12 
0.08 
0.13 
0.09 
0.16 
0.05 
0.05 
0.08 
0.05 
0.11 
0.14 
0.16 
0.15 
0.14 
0.15 
0.25 
0.31 
0.42 
0.26 
26 
03 
00 
06 
02 
02 
01 
05 
12 
12 
13 



0.12 
0.08 
0.13 
0.09 
0.16 
0.05 
.06 



5. 
5. 
5. 
4. 
6. 
5. 



0.08 
0.06 
0.11 
0.14 
0.15 
0.14 
0.13 
16 
25 
30 
43 
27 
26 
03 



0.11 

0.13 

0.05 

0.10 

0.08 

0.08 

0.07 

0.09 

0.06 

0.11 

0.06 

0.07 

0.13 

0.04 

0.07 

0.06 

0.09 

0.15 

0.06 

0.05 

0.28 

0.12 

0.23 

0.13 

0.16 

0.08 

0.34 

0.00 

0.02 

0.01 

0.06 

0.02 

0.04 

0.02 

0.04 

0.13 

0.12 

0.15 

0.12 

0.14 

0.09 

0.13 

0.13 

0.14 

0.12 

0.13 

0.10 

0.16 

0.06 

0.08 

0.11 

0.05 

0.06 



0.01 
0.06 
0.02 
0.02 
0.00 
0.06 
0.12 
0.11 
0.13 
0.12 
0.12 
0.06 
0.09 
0.09 
0.09 
0.08 
0.10 
0.05 
O.ll 
0.05 
0.08 
0.13 
0.05 
0.07 
0.05 
0.10 
0.16 
0.06 
0.04 
0.29 
0.11 
0.22 
0.13 
0.15 
08 
34 
01 
02 
01 
05 
03 
0.03 
0.02 
0.05 
0.13 
0.13 
0.16 
0.12 
0.13 
10 
14 
14 
14 
12 
13 
10 
16 
06 



0.07 
0.11 
0.06 
0.05 



► (Thiii , i r* - tr **— »• 
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assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 313 and name CB ) 8.79 0.10 0.10 
assign (segid 3A4 and resid 308 and name CA > (segid 3A4 and res Id 313 and name N ) 7.34 0.06 0.06 
assign (segid 3A4 and resid 308 and name CA ) { segid 3A4 and tesid 314 and name CA ) 9.78 0.09 0.09 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 314 and name CB ) 9.35 0.10 0.09 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 315 and name CA ) 10.35 0.23 0.22 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 315 and name CB ) 9.53 0-30 0.30 
assign I segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 316 and name CA ) 11.92 0.22 0.22 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 317 and name CA > 13.62 0.30 0.30 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and tesid 318 and name CA ) 15.55 0.50 0.50 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 318 and name CB ) 15.06 0.52 0.53 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 319 and name CA ) 18.35 0.44 0.44 
assign (segid 3A4 and resid 308 and name CA J (segid 3A4 and resid 319 and name CB ) 18.43 0.39 0.3B 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 347 and name CA ) 18.73 0.32 0.32 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 347 and name CB ) 18.21 0.39 0.38 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 348 and name CA > 17.29 0.37 0.38 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 3S0 and name CA > 18.49 0.31 0.30 
assign (segid 3A4 and resid 308 and name CA ) Isegid 3A4 and resid 350 and name CB ) 18.58 0.41 0.42 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 351 and name CA ) 14.85 0.25 0.24 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 352 and name CA ) 16.25 0.34 0.33 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 352 and name CB ) 16.72 0.31 0.31 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 353 and name CA) 18.89 0.47 0.46 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 353 and name CB ) 19.34 0.52 0.51 
assign (segid 3A4 and resid 308 and name CA > (segid 3A4 and resid 356 and name CA ) 17.96 0.68 0.69 
assign (segid 3A4 and resid 308 and name CA > (segid 3A4 and resid 356 and name CB ) 17.67 0.64 0.63 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 357 and name CA ) 15.19 0.59 0.60 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 357 and name CB ) 14.18 0.61 0.62 
assign (segid 3A4 and resid 308 and name CA > (segid 3A4 and resid 358 and name CA J 16.91 0.83 0.83 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 359 and name CA ) 16.09 0.23 0.24 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 359 and name CB ) 15.78 0.21 0.22 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 360 and name CA ) 14.62 0.19 0.19 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 360 and name CB ) 15.69 0.24 0.23 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 361 and name CA ) 14.83 0.18 0.17 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 361 and name CB ) 16.21 0.21 0.21 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 362 and name CA ) 12.62 0.14 0.15 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 362 and name CB ) 13-09 0.16 0.16 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 363 and name CA ) 9.04 0.18 0.18 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 363 and name CB ) 8.83 0.26 0.26 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 363 and name CG ) 7.4 6 0.30 0.30 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 364 and name C ) 6.68 0.13 0.13 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 364 and name CA J 7.87 0.09 0.09 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 364 and name CB) 9.16 0.10 0.11 
assign (segid 3A4 and resid 308 and name CA ) Isegid 3A4 and resid 364 and name O > 6.80 0.24 0.25 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 365 and name C ) 5.59 0.28 0.28 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 365 and name CA ) 4.77 0.14 0.13 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 365 and name CB ) 4.13 0.13 0.13 
assign (segid 3A4 and res id 308 and name CA J (segid 3A4 and resid 365 and name H ) 5.79 0.07 0.07 
assign (segid 3A4 and resid 308 and name CA J (segid 3A4 and resid 365 and name 0 ) 5.35 0.44 0.43 
assign (3egid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 381 and name CA) 13.34 0.42 0.42 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and tesid 382 and name CA ) 15.70 0.16 0.16 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 382 and name CB > 17.08 0.23 0.23 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 383 and name CA ) 14.02 0.20 0.20 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 384 and name CA J 15.83 0.39 0.38 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 384 and name CB ) 15.36 0.47 0.47 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 385 and name CA ) 18.91 0.34 0.34 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 391 and name CB ) 18.12 0.50 0.50 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 394 and name CA ) 15.60 0.60 0.60 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 394 and name CB ) 15.66 0.67 0.68 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 395 and name CA ) 15.60 0.69 0.69 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 396 and name CA ) 16.43 0.55 0.55 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 396 and name CB ) 17.76 0.56 0.55 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 397 and name CA ) 13.87 0.60 0.59 
assxgn (segid 3A4 and resid 308 and name CA ) {segid 3A4 and resid 397 and name CB ) 13.87 0.61 0.62 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 398 and name CA ) 10.94 0.60 0.60 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 398 and name CB ) 10.87 0.67 0.67 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 399 and name CA) 12.81 0.49 0.48 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 399 and name CB ) 14.27 0.49 0.49 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 400 and name CA ) 13.43 0.46 0.46 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 400 and name CB ) 14.27 0.41 0.41 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 401 and name CA ) 9.96 0.44 0.44 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 402 and name CA ) 8.88 0.45 0.4 6 
assign (segid 3A4 and resid 308 and name CA ) {segid 3A4 and resid 402 and name CB ) 9.09 0.41 0.41 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and tesid 403 and name CA) 12.32 0.46 0.46 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 403 and name CB ) 13.62 0.4 6 0.46 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 end resid 404 and name CA ) 12.42 0.65 0.65 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 404 and name CB ) 12.46 0.7.5 0.74 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 405 and name CA ) 9.46 0.60 0.61 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 405 and name CB ) 8.00 0.60 0.61 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 406 and name CA ) 10.65 0.38 0.37 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 407 and name CA ) 14.09 0.44 0.43 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 407 and name CB ) 14.96 0.49 0.4 8 
assign (*egid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 408 and name CA ) 13.91 0.52 0.53 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 408 and name CB ) 13.25 0.61 0.62 
assign (segid 3A4 and resid 308 and name CA ) (segid 3A4 and resid 409 and name CA ) 12.68 0.55 0.54 
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= » Si 2 £3 S==|! « £ S 3 ill 5 = 5 ! 

assign (segid 3A4 and resid 308 and name CA ) segid 3A« an cb } 

assign (segid 3A4 and resid 308 and name CA segid 3A4 ana ^ } 

5 assign (segid 3A4 and resid 308 and name CA segid 3A4 an name & ) 

assign (segid 3A4 and resid 308 and name CA segid 3A4 a ^ } 

assign (segid 3A4 and resid 308 and name CA segid 3A4 a ^ c ) 

assign (segid 3A4 and resid 308 and name CB segid JA reai(j 3Qg ^ ^ ^ , 

assign (segid 3A4 and resid 308 and name CB segia » nM>e ^ , 

10 assign (segid 3A4 and resid 308 and name CB segid » a ^ H , 

assign SS 3 308 SS nam! S i £2 « «* »! - = 5 » 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
15 assign (selid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB » 



assign ise£d 5a4 and resid 308 end name CB 
assign (segid 3A4 and resid 308 and name CB 
20 assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
25 assign (segid 3A4 and resid 308 and name CB 



\ segia anw — — 

(segid 3A4 and resid 310 and name C ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 310 and name N ) 
(segid 3A4 and resid 311 and name C ) 



30 



35 



40 



45 



50 



55 



l segiu artn a«w — . 

) (segid 3A4 and resid 311 and name CA ) 
) (segid 3A4 and resid 311 and name CB ) 
J (segid 3A4 and resid 311 and name CG ) 
) (segid 3A4 and resid 311 and name N ) 
) (segid 3A4 and resid 312 and name CA ) 
) (segid 3A4 and resid 312 and name CB } 
) (segid 3A4 and resid 312 and name N ) 
) (segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 



11.37 
15.11 
17.79 
18.11 
17.40 
17.84 
17.05 
5.43 
4.49 
5.37 
3.15 
6.29 
6.90 
6.82 
7.29 
5.63 
6.77 
6.46 
5.82 
6.73 
5.99 
6.87 
6.33 
6.11 
9.70 
9.86 
11.06 
10.72 
11.32 
10.39 
12.65 



assign 
assign 
assign 



assign 
assign 
assign 
assign 



60 



65 



assign isegia ~~- — - 

assign (segid 3A4 and resid 308 and name CB ) 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 

assign (segid 3A4 and resid 308 and name CB Lsegiu _ ~~ — — ^ , 14 56 

assign (segid 3A4 and resid 308 and name CB segid 3A4 and e ^ ^ ^ | 

SSS KS2 SJ and SSS 3°0 8 8 S2 nam: S ! Stf 3A4 and resid 318 and name CB , 15.68 
assign (segid 3A4 and resid 308 and name CB ) 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB ) 
assign (segid 3A* and resid 308 and name CB (segid 3A4 
assign (segid 3A4 and resid 308 and name CB ) 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB 

assign (segid 3A4 and resid 308 and name CB J 
assign seg ^ ^ ^ ^ ^ ^ ^ 

segid 3A4 and resid 308 and name CB segid 3A4 
assion selid 3A4 and resid 308 and name CB (segid 3A4 
assign (segid 3A4 and resid 308 and name CB 
assign (segid 3A4 and resid 308 and name CB ) 
assign (segid 3A4 and resid 308 and name CB 
{segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name CB ) 
assign (segid 3A4 and resid 308 and name CB ) 
assign (segid 3A4 and resid 308 and name CB 

assign (segid 3A4 and resid 308 and name CB J~£- — ~ 381 and name CA ) 

assign (segid 3A4 and resid 308 and name CB segid 3A4 ana r ^ ^ ) 

assign (segid 3A4 and resid 308 and name CB segid 3A« a ^ ^ ^ 

assign (segid 3A4 and resid 308 and name CB segid 3A4 an ^ ^ 

assign (segid 3A4 and resid 308 and name CB ) segid 3AQ a n ^ 
assign (segid 3A4 and resid 308 and name CB segid 3A4 and resid 38 ^ ^ ^ ) 
assign (segid 3A4 and resid 308 and name CB segid 3A4 a ^ ^ ^ ) 

assign KES 5S and £22 III S name 3 ! ffi 3A4 and resid 394 and name CB , 



tsegia — ~ ~ : 

(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
and resid 362 and name CA ) 
and resid 362 and name CB ) 
13DyiU and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name C ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name C ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name N ) 
(segid 3A4 and resid 365 and name O J 



18.43 
16.21 
17.50 
17.89 
16.56 
15.55 
17.07 
16.68 
15.72 
16.85 
15.66 
17.00 
13.29 
13.75 
9.60 
9.20 
7.44 
8.50 
9.87 
6.36 
5.46 
4.44 
6.38 
6.24 
14.83 
17.09 
18.48 
15.23 
16.96 
16.47 
16.38 

Assign (segid 3A4 and resid 308 and name cb , isegxu ~» ~~ ^ 
assign (segid 3A4 and resid 308 and name CB segid 3A4 and resid 3» ^ ^ 

assign (segid 3A4 and resid 308 and name CB ) (segid 3A4 ana resxa ^ ™« nu s lft .Q 6 



70 



75 



80 



(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and tesid 308 and name CB ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name CB > 
assign (segid 3A4 and resid 308 and name CB > 
assign (segid 3A4 and resid 308 and name CB ) 
assign t segid 3A4 and resid 308 and name CB ) 
assign (segid 3A4 and resid 308 and name CB ) 
assign (segid 3A4 and re3id 308 and name CB > 
assign (segid 3A4 and resid 308 and name CB ) 
(segid 3A4 and resid 308 and name CB > 
(segid 3A4 and resid 308 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 



1 segia ■**»"■ »»»*- - w — . 

(segid 3A4 and resid 396 and name CB J 
(segid '3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA > 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
Oegid 3A4 and resid 401 and name CA > 
(segid 3A4 and ret»id 402 and name CA ) 
(segid 3A4 and resid 402 and name CB > 
(segid 3A4 and tea id 403 and name CA ) 
(segid 3A4 and resid 403 and name CB } 
(segid 3A4 and resid 404 and name CA ) 



0.59 
0.31 
0.46 
0.61 
0.61 
0.98 
1.07 
0.07 
0.06 
0.06 
0.04 
0.05 
0.13 
0.13 
0.16 
0.13 
0.10 
0.14 
0.16 
0.16 
0.14 
0.10 
0.13 
0.07 
0.05 
0.09 
0.08 
0.10 
0.24 
0.31 
0.25 
0.29 
0.55 
0.59 
0.39 
0.22 
0.34 
0.31 
0.62 
0.63 
0.24 
0.20 
0.20 
0.24 
0.18 
0.22 
0.17 
0.17 
0.19 
0.26 
0.22 
0.16 
0.19 
0.40 
0.27 
0.21 
0.16 
0.57 
0.42 
0.17 
0.24 
0.22 
0.37 
0.44 
0.60 
0.67 
0.72 
0.57 
0.57 
0.60 
0.62 
0.64 
0.69 
0.52 
0.52 
0.51 
0.46 
0.49 
0.50 
0.46 
0.52 
0.52 
0.73 



18.06 
14.22 
14.35 
11.35 
11.42 
12.83 
14.31 
13.22 
14.12 
9.73 
8.45 
8.82 
11.62 
13.00 
11.55 



0.58 
0.30 
0.46 
0.60 
0.62 
0.99 
1.06 
0.07 
0.06 
0.06 
0.05 
0.05 
0.14 
0.12 
0.16 
0.12 

0.10 

0.14 
0.16 
0.15 
0.13 
0.09 
0.12 
0.07 
0.05 
0.09 
0.08 
0.09 
0.24 
0.31 
0.24 
0.29 
0.55 
0.58 
0.40 
0.22 
0.34 
0.32 
0.62 
0.63 
0.25 
0.20 
0.21 
0.24 
0.18 
0.21 
0.16 
0.17 
0.18 
0.25 
0.21 
0.17 
0.18 
0.40 
0.28 
0.22 
0.16 
0.56 
0.42 
0.17 
0.24 
0.22 
0.37 
0.45 
0.60 
0.66 
0.72 
0.57 
0.56 
0.61 
0.62 
0.63 
0.70 
0.52 
0.51 
0.50 
0.45 
0.48 
0.51 
0.46 
0.52 
0.53 
0.73 
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assagn 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 as&ign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
JU assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
a&sign 
80 assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(3egld 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3 A 4 
(segid 3A4 
(segid 3A4 
(segid 3a 4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
Isegid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A1 
(segid 3A4 
(segid 3A4 
(segid 3Ai 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
IsegJd 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and reaid 
and reaid 
and resid 
and resid 
and reaid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and rasid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



308 and name CD 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name CB 
308 and name H 
308 and name N 
308 and name N 
306 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name K 
308 and name N 
308 and name N 
308 and name N 
308 and name » 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name N 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name o 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name 0 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name 0 
308 and name O 
308 and name O 
308 and name O 
308 and name O 
308 and name O 



(segid 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(«>eg id 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 415 and name CA 
(segid 3A4 and resid 415 and name CB 
(segid 3A4 and resid 308 and name C 
(segid 3A4 and resid 308 and name CA 
(segid 3A4 and resid 306 and name CB 
(segid 3A4 and resid 308 and name O 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 309 and name N 
(8 eg id 3A4 and resid 309 and name O 
(segid 3A4 and resid 310 and name C 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name o 
(segid 3A4 and resid 311 and name C 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 311 and name O 
(segid 3A4 and resid 311 and name 0E1 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 364 and name C 
(segid 3A4 and resid 364 and name O 
(segid 3A4 and resid 365 and name C 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 365 and name N 
(segid 3A4 and resid 365 and name O 
(segid 3A4 and resid 308 and name CB 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 310 and name C 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 311 and name C 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segid 3A4 and resid 311 and name w 
(segid 3A4 and resid 311 and name O 
(segid 3A4 and resid 311 and name OS1 
(segid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name M 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and tesid 314 and name N 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 363 and name CG 



11.70 
8.36 
6.95 
9.45 
12.85 
13.79 
12.58 
11.96 
11.19 
9.87 
13.63 
16.32 
16.68 
15.91 
16.42 
15.75 
17.34 
18.28 
2.45 
1.45 
2.46 
3.47 
4.68 
4.23 
5.00 
2.82 
5.75 
5.59 
5.29 
5.34 
4.29 
6.80 
6.36 
5.58 
5.06 
7.49 
6.30 
4.77 
7.56 
7.60 
7.16 
6.98 
6.03 
7.03 
6.98 
5.34 
4.90 
4.34 
6.15 
4.82 
3.36 
2.94 
2.78 
4.29 
2.25 
3.39 
4.03 
4.32 
5.28 
3.40 
4.92 
3.67 
3.67 
3.70 
6.13 
.78 
.22 
.83 
.41 
.96 
.76 
.54 
2.87 
6.07 
.16 
.40 
.69 
.67 
.02 
.64 
.75 
.58 
.66 



4. 

3. 
4. 
6, 
4. 
3. 
3.! 



83 
71 
72 
38 
48 
53 
59 
69 
0.57 
0.59 
0.31 
0.49 
0.63 
0.63 
1.00 
1.13 
1.03 
0.73 
0.O3 
0.00 
0.03 
0.03 
0.03 
0.07 
0.10 
0.07 
0.04 
0.11 
0.12 
0.17 
0.09 
0.11 
0.07 
0.12 
0.12 
0.14 
0.11 
0.11" 
0.08 
0.17 
0.07 
0.13 
0.05 



0.82 
0.70 
0.71 
0.38 
0.48 
0.54 
0.59 
0.70 
0.57 
0.59 
0.32 
0.49 
0.64 
0.64 
1.01 
1.14 
1.04 
0.72 
0.03 
0.01 
0.03 
0.03 
0.04 
0.07 
0.11 
0.08 
0.04 



11 
11 
16 
09 
10 

oa 
11 

0.11 
0.13 



0.08 
0.16 
0.17 
0.10 
0.24 
0.14 
0.35 
0.05 
0.10 
0.04 
0.03 
0.01 
0.10 
0.19 
0.17 
0.16 
0.15 
0.19 
0.09 
0.14 
0.13 
0.12 
0.09 
0.15 
0.08 
0.15 
0.07 
0.07 
0.11 
0.07 
0.08 
0.10 
0.06 
0.07 
0.16 
0.07 
0,11 
0.09 
0.16 
0.27 



11 
12 
09 
17 
07 
13 
0.05 
0.07 
0.17 
0.18 
0.09 
0.24 
0.13 
0.34 
0.05 
0.09 
0.03 
0.03 
0.01 
0.09 
0.18 
0.17 



18 
15 
19 
09 
14 
12 
11 
09 
16 



0.08 
0.14 



0.06 
0.08 
0.11 
0.06 
0.08 
0.09 
0.06 
0.07 
0.16 
0.07 
0.11 
0.08 
0.16 
0.27 
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10 



15 



20 



25 



30 



35 



(segid 3A4 and resid 308 and name O 
(segid 3A4 and resid 308 and name O 
( segid 3A4 and resid 308 and name 0 
(segid 3A4 and re a id 308 and nam© 0 
(segid 3A4 and resid 308 and name O 
(segid 3A4 and resid 308 and name 0 
tsegid 3A4 and resid 308 and name 0 
(gegid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
{segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
assign (segid 3A4 and resid 309 and name C 
assign segid 3A4 and resid 309 and name C 
assign segid 3A4 and resid 309 and name C 
assign (segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
( 3 egid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
(segid 3A4 and resid 309 and name C 
assign (segid 3A4 and resid 309 and name C 
assign (segid 3A4 and resid 309 and name C 
assign segid 3A4 and resid 309 and name C 
assign (segid 3A4 and resid 309 and name C 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



40 



45 



50 



) (segid 3A4 and lesid 364 and name C ) 
) (segid 3A4 and resid 364 and name 0 ) 
) tsegid 3A4 and resid 365 and name C ) 
) (segid 3A4 and resid 365 and name CA > 
) (segid 3A4 and resid 365 and name CB ) 
) (segid 3A4 and resid 365 and name N ) 
\ (segid 3A4 and resid 365 and name O ) 
) (segid 3A4 and resid 309 and name CB ) 
> (segid 3A4 and resid 309 and name 0 ) 
) (segid 3A4 and resid 310 and name C ) 
) (segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
) (segid 3A4 and resid 310 and name N ) 
) (segid 3A4 and resid 310 and name O ) 
\ (segid 3A4 and resid 311 and name C ) 
) (segid 3A4 and resid 311 and name CA ) 
) (segid 3A4 and resid 311 and name CB ) 
) (segid 3A4 and resid 311 and name CD ) 
) (segid 3A4 and resid 311 and name CG ) 
) (segid 3A4 and resid 311 and name N ) 
) (segid 3A4 and resid 311 and name O ) 
) (segid 3A4 and resid 311 and name OE1) 
) (segid 3A4 and resid 312 and name C ) 
) (segid 3A4 and resid 312 and name CA ) 
) (segid 3A4 and resid 312 and name CB ) 
) (segid 3A4 and resid 312 and name M > 
) (segid 3A4 and resid 312 and name O I 
) (segid 3A4 and resid 313 and name C ) 
i (segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
) (segid 3A4 and resid 313 and name CG 
) (segid 3A4 and resid 313 and name N ) 
) (segid 3A4 and resid 313 and name O ) 
> (segid 3A4 and resid 314 and name CA ) 
) (segid 3A4 and resid 314 and name CB i 
) (segid 3A4 and resid 314 and name N ) 
(segid 3A4 and resid 309 and name C ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name O > 
(segid 3A4 and resid 310 and name C ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and Lesid 310 and name N ) 
(segid 3A4 and lesid 310 and name O ) 
(segid 3A4 and resid 311 and name C ) 



assign (segid 3A4 and resid 309 and name CA 
assxgn (segid 3A4 and resid 309 and name CA 
assign segid 3A4 and resid 309 and name CA 
assign segid 3A4 and resid 309 and name CA 
"sign (selid 3A4 and resid 309 and name CA 
Lsian (segid 3A4 and rosid 309 and name CA 
assign Isegid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA ) 

assign segid 3A4 and resid 309 and name CA jseg- ~» — ™~ y - flnd name CA , 
assign (segid 3A4 and resid 309 and name CA segid 3A4 and resid Ji ^ 
assign (segid 3A4 and resid 309 and name CA segid 3A4 and resid 311 ^ ^ ^ ) 
assign (segid 3A4 and resid 309 and name CA segid 3A4 ana ^ ^ ^ ) 

assign (segid 3A4 and resid 309 and name CA ) segid ft ana re q ) 

(segid 3A4 and resid 309 and name CA segid 3A4 and resid ^ ^ ^ c ) 
tseaid 3A4 and resid 309 and name ca j isegxu j>™ ^ , <410 =nH 

. . . „ _ _» I inn anrt 



assign Uegid 3A4 and resid 309 and name <m j "~ ;~" d 3 l 2 and na me CA > 

Issign (segid 3A4 and resid 309 and name CA segid 3A4 and resid ^ ^ 



55 



60 



65 



assign isegia *»uu ^- — - „ : 

assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
' (segid 3A4 and resid 309 and name CA ) 

(segid 3A4 and resid 309 and name CA ) js^- — — ™- g-g d name CB > 
segid 3A4 and resid 309 and name CA ) segid 3A4 and resia jij 
segid 3A4 and resid 309 and name CA ) (segid 3A4 and resid 313 and nam 
segid 3A4 and resid 309 and name CA > segid 3A4 and resid 313 and nam^ ^ , 
(segid 3A4 and resid 309 and name CA ) (segid 3A4 and iesia a^ ^ % 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N > 
(segid 3A4 and resid 312 and name O ) 
(segid 3A4 and resid 313 and name C ) 
(segid 3A4 and resid 313 and name CA 

* w ^ _ . ■ **i 1 — — noma 1 



70 



75 



80 



{ seg-iu ohm — ~ - — — - 

(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CA ) 
as3 xu,. (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resxd 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and resid 309 and name CA ) 
assign (segid 3A4 and rosid 309 and name CA ) 
assign (segid 3A4 and resid 309 end name CA J 
assign (segid 3A4 and resid 309 and name CA ) 



segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name N ) 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA 
segid 3A4 and resid 317 and name CA ) 
segid 3A4 and resid 318 and name CA 
segid 3A4 and resid 318 and name CB 
segid 3A4 and resid 319 and name CA 
segid 3A4 and resid 319 and name CB 
aegid 3A4 and resid 347 and name CA 
segid 3A4 and resid 347 and name CB 
segid 3A4 and resid 348 and name CA 
segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 350 and name CA 
segid 3A4 and xesid 350 and name CB 
seqid 3A4 and resid 351 and name CA ) 
segid 3A4 and resid 352 and name CA ) 
segid 3A4 and xesid 352 and name CB 
segid 3A4 and resid 353 and name CA 
segid 3A4 and resid 353 and name CB 
segid 3A4 and resid 356 and name CA ) 



7.12 
T.14 
6.81 
5.85 
5.62 
6.55 
6.14 
2.51 
1.23 
3.02 
2.44 
3.70 
1.33 
3.85 
4.53 
4.46 
5.29 
7.61 
6.63 
3.31 
5.64 
7.44 
4.89 
4.52 
4.29 
3.78 
6.11 
6.15 
5.16 
4.79 
4.49 
4.20 
7.32 
7.30 
7.34 
6.02 
1.53 
1.55 
2.40 
4.43 
3.83 
4.88 
2.45 
5.32 
5.45 
5.46 
5.98 
7.27 
4.41 
6.59 
5.70 
5.06 
4.41 
4.50 
6.88 
7.41 
6.29 
6.01 
5.44 
5.23 
6.65 
8.72 
7.35 
9.92 
9.54 
10.50 
11.50 
12.92 
12.26 
15*51 
15.42 
16.73 
15.96 
15.75 
18.41 
17.43 
17.28 
14.05 
16.12 
16.52 
18.87 
19.15 
18.39 



0.14 
0.24 
0.22 
0.15 
0.16 

0.10 

0.30 
0.02 
0.00 
0.02 
0.02 
0.02 
0.00 
0.07 
0.04 
0.03 
0.04 
0.04 
0.04 
0.04 
0.04 
0.05 
0.06 
0.06 
0.13 
0.06 
0.07 
0.12 
0.12 
0.15 
0.18 
0.10 
0.14 
0.08 
0.10 
0.09 
0.01 
0.01 
0.01 
0.03 
0.03 
0.04 
0.03 
0.08 
0.03 
0.03 
0.04 
0.03 
0.04 
0.05 
0.08 
0.08 
0.16 
0.08 
0.08 
0.12 
0.12 
0.16 
0.23 
0.10 
0.07 
0.10 
0.09 
0.09 
0.17 
0.23 
0.55 
0.68 
0.70 
0.62 
0.57 
0.42 
0.47 
0, 
0 
0 
0 
0 
0 



0.14 
0.24 
0.22 
0.15 
0.17 
0.10 
0.30 
0.03 
0.00 
0.03 
0.01 
0.02 
0.01 
0.07 
0.03 
0.04 
0.04 
0.04 
0.04 
0.03 
0.04 
0.05 
0.07 
0.06 
0.13 
0.06 
0.06 
0.13 
0.12 
0.16 
0.17 
0.10 
0.13 
0.07 
0.10 
0.08 
0.01 
0.01 
0-00 
0.03 
0.03 
0.03 
0.03 
0.07 
0.03 
0.03 
0.03 
0.02 
0.04 
0.05 
0.08 
0.08 
0.17 
0.07 
0.08 
0.12 
0.12 
0.15 
0.22 
0.10 
0.08 

0.10 

0.08 
0.09 
0.18 
0.23 
0.55 
0.69 
0.69 
0.63 
0.57 
0.43 
0.46 
0 
0 
0 
0 
0 
0 



55 
.50 
.25 
.37 
.16 
.28 



0.26 
0.33 
0.38 
0.50 



54 
.49 
.25 
.37 
.16 
.28 
0.27 
0.34 
0.37 
0.49 



396 



assign (segid 3A4 and resid 309 and name CA 
as&xgn (segid 3A4 and res id 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (aegid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (aegid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3a4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (aegid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA 
assign (segid 3A4 and resid 309 and name CA' 
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assign (segid 3A4 and resid 309 and name CB 
assign (segid 3A4 and resid 309 and name CB 
assign (segid 3A4 and resid 309 and name CB 
assign (segid 3A4 and resid 309 and name CB 
assign (segid 3A4 and resid 309 and name CB 
assign (segid 3A4 and resid 309 and name CB 
assign (segid 3A4 and resid 309 and name CB 
assign (segid 3A4 and resid 309 and name CB 
assign (segid 3A4 and resid 309 and name M 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and tesid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
(segid 3A4 and tesid 309 and name N 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name N 
(segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name M 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name N 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 309 and name O 
(segid 3A4 and res id 309 and name O 
(segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
assign (segid 3A4 and resid 309 and name O 
(segid 3A4 and resid 309 and name 
(segid 3A4 and resid 309 and name 
(segid 3A4 and resid 309 and name 
(segid 3A4 and resid 309 and name 
(segid 3A4 and resid 309 and name 
ci^a^., (segid 3A4 and resid 309 and name 
assign (segid 3A4 and resid 309 and name 
assign (segid 3A4 and resid 309 and name 
assign (segid 3A4 and resid 309 and name 
assign (segid 3A1 and resid 309 and name 
assign (segid 3A4 and resid 309 and name 
assign (segid 3A4 and resid 309 and name 
assign (segid 3A4 and resid 30 and name C 
assign (segid 3A4 and resid 30 and name C 



) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
> 
) 
) 
) 
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) 
) 
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) 
) 
) 
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) 
) 
) 
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) 



9.15 
9.57 
8.12 
6.78 
9.77 
12.87 
13.27 
13.23 
12.51 
13.31 
12.31 



17.78 
18.06 
17.23 
16.40 



1.47 
2.49 
3.48 
4.70 
4.22 
4.96 
2.81 
5.77 
5.55 
5.31 
5.45 
6.75 
4.31 
6.76 
6.43 



assign 
assign 
assign 
assign 
assign 
assign 
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70 
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assign 
assign 
assign 
assign 
assign 
assign 



80 



(segid 3A4 and tesid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA 15.55 
(segid 3A4 and resid 411 and name CA ) 17.84 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 433 and name CA } 
(segid 3A4 and resid 434 and name CA J 
(segid 3A4 and resid 435 and name CA 17.16 
(segid 3A4 and resid 309 and name C 2.45 
(segid 3A4 and tesid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 309 and name 0 
(segid 3A4 and resid 310 and name C ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 310 and name N ) 
(segid 3A4 and resid 310 and name O ) 
(segid 3A4 and resid 311 and name C ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CG ) 
(segid 3A4 and resid 311 and name N ) 
(segid 3A4 and resid 311 and name 0 ) 
(segid 3A4 and resid 312 and name C ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N ) 
(segid 3A4 and resid 312 and name 0 J 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 313 and name CG ) 
(segid 3A4 and resid 313 and name N ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name O ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 310 and name C ) 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 310 and name N J 
(segid 3A4 and resid 310 and name O ) 
(segid 3A4 and resid 311 and name C ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 311 and name CD ) 
(segid 3A4 and resid 311 and name CG ) 
(segid 3A4 and resid 311 and name N ) 
(segid 3A4 and resid 311 and name O ) 
(segid 3A4 and resid 311 and name OE1) 
(segid 3A4 and resid 312 and name C ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 312 and name N ) 
(segid 3A4 and resid 312 and name O ) 
(segid 3A4 and resid 313 and name C ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name O ) 
(seqid 3A4 and resid 314 and name C ) 
segid 3A4 and resid 314 and name CA 
and resid 314 and name CB 1 
and resid 314 and name H ) 
and resid 315 and name N ) 
and resid 30 and name O ) 
and resid 31 and name C ) 
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(segid 3A4 
(sogid 3A4 
(segtd 3A4 
(segid 3A4 
(segid 3A4 



0.35 
0.43 
0.28 
0.26 
0.48 
0.38 
0.36 
0.26 
0.28 
0.58 
0.72 
0.52 
0.38 
0.44 
0.49 
0.90 
1.06 
0.92 
0.02 
0.01 
0.02 
0.02 
0.06 
0.07 
0.07 
0.07 
0.08 
0.03 
0.06 
0.05 
0.05 
0.06 
0.03 
0.06 
0.08 
0.16 
0.05 
0.07 
0.10 
0.14 
0.19 
0.09 
0-11 
0.15 
0.33 
0.40 
0.40 
0.37 
0.36 
0.39 
0.35 
0.05 
0.04 
0.04 
0.04 
0.03 
O.08 
0.07 
0.08 
0.09 
0.07 
0.07 
0.08 
0.09 
0.07 
0.08 
0.05 
0.11 
0.07 
0.08 
0.13 
0.12 
0.14 
0.14 
0.10 
0.15 
0.08 
0.10 
0.13 
0.10 
0.07 
0.02 
0.10 



52 
4.98 
4.74 
7.62 
7.32 
7.16 
6.76 
6.14 
6.96 
6.51 
7.27 
7.30 
7.29 
7.13 
7.34 
7.22 
7.10 
3.31 
2.96 
2.75 
4.23 
2.24 
3.41 
4.09 
4.37 
5.44 
7.52 
6.63 
3.45 
5.05 
7.35 
3.85 
3.75 
3.62 
3.27 
5.04 
5.06 
3.97 
3.70 
3.44 
3.05 
6.20 
7.31 
6.44 
6.70 
5.08 
7.03 
1.24 
3.23 



0.36 
0.43 
0.27 
0.27 
0.48 
0.37 
0.36 
0.27 
0.27 
0.57 
0.73 
0.52 
0.38 
0.43 
0.48 
0.89 
1.06 
0.92 
0.02 
0.01 
0.01 
0.02 
0.06 
0.06 
0.08 
0.08 
0.08 
0.02 
0.06 
0.05 
0.06 
0.06 
0.03 
0.07 
0.08 
0.16 
0.04 
0.07 
0.09 
0.14 
0.20 
0.08 
0.12 
0.15 
0.34 
0.39 
0.39 
0.38 
0.36 
0.39 
0.34 
0.05 
0.04 
0.04 
0.04 
0.03 
0.09 
0.08 
0.08 
O.09 
0.07 
0.06 
0.08 
0.09 
0.06 
0.08 
0.06 
0.11 
0.08 
0.08 
0.14 
0.12 
0.13 
0.15 
0.10 
0.14 
0.08 
0.10 
0.12 
0.10 
0.07 
0.01 
0.10 



399 



10 



15 



20 



25 



30 



assign (segid 3A1 and resid 
assign (segid 3A4 and Lesid 
assign (segid 3A4 and res id 
assign {segid 3A4 and resid 
assign {segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name C 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 
30 and name 



) 

> 
) 
) 
> 
) 
> 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 

30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA > 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segjd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



3X and name CA ) 
31 and name CB ) 
31 and name N ) 

31 and name O ) 

32 and name C > 
32 and name CA ) 
32 and name CB 
32 and name N 

32 and name O 

33 and name H 



0.02 
0.09 
0.02 



C 
C 
C 
C 
C 
C 

c 
c 
c 
c 
c 
c 
c 
c 



35 



40 



45 



50 



55 



60 



65 



70 



75 



30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 



31 and name CA 
31 and name CB 
31 and name N 
31 and name O 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



) 
) 
) 

lacyAu -**•« " - | 

(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name C } 
(segid 3A4 and resid 342 and name CA J 
(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 343 and name C 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name N 
(segid 3A4 and resid 343 and name O 
(segid 3A4 and resid 344 and name C 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 344 and name N 
(segid 3A4 and resid 344 and name o 
(segid 3A4 and resid 30 and name C 
(segid 3A4 and resid 30 and name o 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 31 and name C 
ju anu <MHW w> , (segid 3A4 and resid 
30 and name CA ) (segid 3A4 and resid 
30 and name CA ) (segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 321 and name CA } 
(segid 3A4 and resid 327 and name CB ) 
(segid 3A4 and resid 328 and name CA ) 
(segid 3A4 and resid 328 and name CB ) 
(qegid 3A4 and resid 329 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 32 and name C ) 
(segid 3A4 and resid 32 and name CA ) 
(segid 3A4 and resid 32 and name CB ) 
(segid 3A4 and resid 32 and name N ) 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB > 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
30 and name CA ) (segid 3A4 and rosid 336 and name CA ) 
30 and name CA ) (segid 3A4 and resid 336 and name CB 
30 and name CA ) (segid 3A4 and resid 337 and name CA 
30 and name CA ) (segid 3A4 and resid 337 and name CB 
30 and name CA ) (segid 3A4 and resid 338 and name CA 
30 and name CA ) (segid 3A4 and resid 338 and name CB 
30 and name CA ) (segid 3A4 and resid 339 and name CA 
30 and name CA ) (segid 3A4 and resid 339 and name CB 
30 and name CA > (segid 3A4 and resid 33 and name CA 
30 and name CA ) (segid 3A4 and resid 33 and name CB 
(segid 3A4 and resid 340 and name CA 1 
(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name CG ) 

" . -J 1^1 noma O t 



80 



30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 
30 and name CA > 
30 and name CA ) 
30 and name CA ) 
30 and name CA ) 



(segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name CA 
30 and name c* , Cegid 3A4 and resid 342 and name N 
30 and name CA ) (segid 3A4 and resid 342 and name O 
30 and name CA ) (segid 3A4 and resid 343 and name C 



2.42 
3.60 
1.32 
3.59 
6.50 
5.29 
5.75 
4.12 
6.88 
7.31 
6.77 
7 .18 
6.77 
4.76 
5-70 
5.81 
3.65 
5-98 
5.34 
6.43 
5.50 
7.03 
7.50 
6.67 
6.27 
5.66 
7.16 
1.51 
2.39 
17.91 
18.18 
4.48 
3.78 
4.76 
2.41 
4.53 
9.57 
9.81 
10.32 
9.35 
9.92 
10.76 
10.26 
14.23 
15.40 
15.13 
16.46 
14.35 
IS. 18 
14.36 
13.91 
7.78 
6.50 
6.92 
5.46 
14.91 
16.22 
13.92 
12.64 
16.00 
16.81 
13.02 
12.72 
13.69 
9.94 
9.53 
10.86 
10.79 
12.05 
13.49 
9.80 
10.23 
10.12 
6.14 
6 
6 

7.04 
7.01 
4.34 
4 
5 

3.40 
6.U 



21 
.09 
.10 
.11 
.OT 
.06 
.15 
.25 
0.29 
0.38 
0.14 
0.16 
0.20 
0.15 
0.13 
0.16 
0.23 
0.15 
0.13 
0.06 
0.12 
0.20 
0.13 
0.13 
0.00 
0.01 
0.49 
0.52 
0.08 
0.02 
0.05 
0.03 
0.21 
0.21 
0.23 
0.35 
0.33 
0.43 
0.35 
0.41 
0.40 
0.42 
0.47 
0.50 
0.51 
0.50 
0.60 
0.72 
0.10 
0.10 
0.10 
0.06 
0.35 
0.32 
0.34 
0.36 
0.46 
0.84 
0.38 
0.31 
0.30 
0.52 
0.62 
0.51 
0.62 
0.44 
0.41 
0.18 
0.25 
0.31 
0.36 
0.38 
0.46 
0 
0 
0 
0 
0 
0 



0.03 
0.09 
0.01 
0.21 
0.08 
0.10 
0.11 
0.07 
0.05 
0.14 
0.24 
0-28 
0.37 
0.14 
0.16 
0.20 
0.15 
0.14 
0.17 
0.22 
0.14 
0.13 
0.06 
0.12 
0.19 
0.13 
0.13 
0.01 
0.01 
0.49 
0.52 
0.08 
0.02 
0.05 
0.02 
0.22 
0.21 
0.24 
0.35 
0.32 
0.44 
0.34 
0-41 
0.40 
0.41 
0.46 
0.51 
0.51 
0.51 
0.61 
0.73 
0.10 
0.09 
0.10 
0.07 
0.34 
0-33 
0.35 
0.37 
0.46 
0.83 



.56 
.44 



.93 
.02 



0.17 



38 
32 
.30 
.51 
.63 
.51 
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and resid 347 and name CA 
and resid 347 and name CB 
and resid 348 and name CA 
and resid 349 and name CA 
and resid 349 and name CB 
and resid 350 and name CA ) 
and resid 350 and name CB ) 
and resid 351 and name CA ) 
and resid 352 and name CA } 
and resid 352 and name CB ) 
and resid 353 and name CA ) 



7.54 
2.48 
1.23 
3.07 
2.44 
3.71 
5.46 
4.99 
1.34 
3.99 
4.93 
4.61 
4.52 
5.26 
3.34 
5.69 
4.85 
4-62 
4.46 
5.12 
3.88 
6.03 
6.16 
5.05 
4.68 
6.03 
4.14 
7.32 
7.27 
7.28 
6.01 
7.37 
7.25 
7.31 
1.51 
1.51 
2.40 
4.44 
3.80 
4.86 
6.63 
6.27 
2.44 
5.43 
6.29 
5.56 
5.4B 
5.88 
4.40 
6170 
5.74 
5.25 
4.68 
4.98 
4.64 
6.88 
7.46 
6.26 
5.98 
7.30 
5.26 
8.69 
8.71 
7.40 
10.10 
10.35 
12.60 
12.28 
14.58 
14.41 
17.93 
18.62 
14.28 
13.63 
13.67 
15.92 
17.34 
14.39 
14.17 
11.11 
13.52 
14.19 
15.83 



0.29 
0.03 
0.01 
0.03 
0.02 
0.04 
0.04 
0.03 
0.01 
0.05 
0.06 
0.05 
0.06 
0.09 
0.08 
0.05 
0.12 
0.11 
0.17 
0.14 
0.09 
0.12 
0.05 
0.07 
0.08 
0.09 
0.11 
0.05 
0.12 
0.20 
0.10 
0.08 
0.27 
0.25 
0.01 
0.01 
0.02 
0.04 
0.03 
0.04 
0.06 
0.04 
0.02 
0.07 
0.08 
0.06 
0.03 
0.10 
0.06 
0.07 
0.15 
0.13 
0.20 
0.19 
0.09 
0.17 
0.07 
0.08 
0.09 
0.10 
0.13 
0.12 
0.19 
0.09 
0.16 
0.51 
0.50 
0.54 
0.45 
0.42 
0.36 
0.33 
0.37 
0.41 
0.43 
0.40 
0.36 
0.33 
0.45 
0.23 
0.30 
0.29 
0.36 
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0.02 
0.01 
0.04 
0.02 
0.04 
0.04 
0.03 
0.01 
0.05 
0.07 
0.05 
0.07 
0.09 
0.08 
0.05 
0.13 
0.11 
0.16 
0.13 
0.10 
0.12 
0.05 
0.07 
0-07 
0.09 
0.11 
0.05 
0.13 
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0.02 
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0.04 
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0.06 
0.07 
0.05 
0.04 
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0.50 
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0.45 
0.42 
0.36 
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0.37 
0.42 
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0.41 
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0.33 
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0.23 
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assign 
assign 
assign 
assign 
assign 
assign 
asaiqn 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and rosid 310 and name CA 
assign (segid 3A 4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and tesid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and lesid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4. and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and xesid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CA 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and tesid 310 and name CB 
assign (segid 3A4 and xesid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 353 and name CB ) 15.94 0.41 
(segid 3A4 and resid 354 and name CA ) 17-24 0.38 
(segid 3A4 and resid 354 and name CB ) 18.52 0.41 
(segid 3A4 and resid 355 and name CA ) 18-32 0.48 
(segid 3A4 and resid 355 and name CB ) 19.21 0.48 
(segid 3A4 and resid 356 and name CA ) 14.89 0.49 
(segid 3A4 and resid 356 and name CB ) 14.23 0.47 
(segid 3A4 and resid 357 and name CA ) 12.98 0.39 
(segid 3A4 and resid 357 and name CB ) 11.88 0.46 
(segid 3A4 and resid 358 and name CA ) 15.87 0.85 
(segid 3A4 and resid 358 and name CB ) 16.47 1.18 
(segid 3A4 and resid 359 and name CA ) 15.80 0.22 
(segid 3A4 and resid 359 and name CB ) 15.96 0.23 
(segid 3A4 and resid 360 and name CA > 13.43 0.18 
(segid 3A4 and resid 360 and name CB ) 14.04 0.25 
(segid 3A4 and resid 361 and name CA ) 14.48 0.19 
(segid 3A4 and rosid 361 and name CB ) 15.92 0.21 
(segid 3A4 and resid 362 and name CA ) 13.51 0-13 
(segid 3A4 and resid 362 and name CB ) 14.17 0.15 
(segid 3A4 and resid 363 and name CA ) 10.65 0.11 
(segid 3A4 and resid 363 and name CB ) 10.80 0.18 
(segid 3A4 and resid 364 and name CA ) 10.11 0.07 
(segid 3A4 and resid 364 and name CB ) 11.04 0.06 
(segid 3A4 and resid 365 and name CA ) 7.86 0.27 
(segid 3A4 and resid 365 and name CB ) 8.22 0.34 
(segid 3A4 and resid 381 and name CA ) 8.44 0.36 
(segid 3A4 and resid 382 and name CA ) 10.52 0.13 
(segid 3A4 and resid 382 and name CB ) 11.96 0.16 
(segid 3A4 and resid 383 and name CA > 9.10 0.25 
(segid 3A4 and resid 384 and name CA ) 10-73 0.48 
(segid 3A4 and resid 384 and name CB ) 10.25 0.57 
(segid 3A4 and resid 385 and name CA ) 13.65 0.41 
(segid 3A4 and resid 386 and name CA ) 15.41 0.45 
(segid 3A4 and resid 387 and name CA ) 18.60 0.40 
(segid 3A4 and resid 390 and name CA ) 15.84 0.56 
(segid 3A4 and resid 390 and name CB ) 15.38 0.50 
(segid 3A4 and resid 391 and name CA ) 14.65 0.59 
(segid 3A4 and resid 391 and name CB ) 13.37 0.60 
(segid 3A4 and resid 392 and name CA ) 16.67 0.60 
(segid 3A4 and resid 392 and name CB ) 18.14 0.61 
(segid 3A4 and resid 393 and name CA ) 14.91 0.57 
(segid 3A4 and resid 394 and name CA ) 11.39 0.61 
(segid 3A4 and re&xd 394 and name CB ) 11.14 0.70 
(segid 3A4 and resid 395 and name CA ) 12.19 0.63 
(segid 3A4 and resid 396 and name CA ) 13.76 0.49 
(segid 3A4 and resid 396 and name CB ) 15.01 0.51 
(segid 3A4 and resid 397 and name CA ) 11.14 0.53 
(segid 3A4 and resid 397 and name CB ) 10.71 0.59 
(segid 3A4 and resid 398 and name CA ) 8.51 0.45 
(segid 3A4 and resid 398 and name CB ) 8.04 0.54 
(segid 3A4 and resid 399 and name CA ) 11.59 0.37 
(segid 3A4 and resid 399 and name CB ) 12-89 0.40 
(segid 3A4 and resid 400 and name CA ) 12.79 0.32 
(segid 3A4 and resid 400 and name CB ) 13.29 0.26 
(segid 3A4 and resid 401 and name CA ) 9.85 0.30 
(segid 3A4 and resid 402 and name CA ) 9.83 0-31 
(segid 3A4 and resid 402 and name CB ) 9.65 0.31 
(segid 3A4 and resid 403 and name CA ) 13.61 0.30 
(segid 3A4 and resid 403 and name CB ) 14.50 0.28 
(segid 3A4 and resid 404 and name CA ) 14.13 0.34 
(segid 3A4 and resid 404 and name CB ) 13.82 0.43 
(segid 3A4 and resid 405 and name CA ) 12.33 0.27 
(segid 3A4 and resid 405 and name CB ) 10.89 0.26 
(segid 3A4 and resid 406 and name CA ) 13.94 0.46 
(segid 3A4 and resid 407 and name CA ) 17.20 0.35 
(segid 3A4 and resid 407 and name CB ) 17.68 0.34 
(segid 3A4 and resid 408 and name CA) 17.36 0.20 
(segid 3A4 and resid 408 and name CB ) 16.54 0.20 
(segid 3A4 and resid 409 and name CA ) 17.02 0.52 
(segid 3A4 and resid 409 and name CB ) 15.87 0.64 
(segid 3A4 and resid 410 and name CA ) 19.40 0.41 
(segid 3A4 and resid 4 33 and name CA ) 16.86 0.60 
(segrd 3A4 and resid 434 and name CA ) 16.81 0.94 
(segid 3A4 and resid 435 and name CA ) 18.05 0.94 
(segid 3A4 and resid 311 and name C ) 5.45 0.06 
(segid 3A4 and resid 311 and name CA ) 4.46 0.04 
(segid 3A4 and resid 311 and name CB ) 5.28 0.04 
(segid 3A4 and resid 311 and name CD ) 7.11 0.07 
(segid 3A4 and resid 311 and name CG ) 6.72 O.05 
(segid 3A4 and resid 311 and name N ) 3.13 0.05 
(segid 3A4 and resid 311 and name O ) 6.40 0.07 
(segid 3A4 and resid 311 and name OE1) 6.42 0.10 
(segid 3A4 and resid 312 and name C ) 6.95 0.06 
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0.38 
0.42 
0.47 
0.47 
0.50 
0.47 
0.40 
0-46 
0.85 
1.18 
0.22 
0.24 
0.18 
0.25 
0.18 
0.21 
0.13 
0.15 
0.11 
0.19 
0.08 
0.06 
0.27 
0.34 
0.35 
0.13 
0.17 
0.26 
0.48 
0.57 
0.40 
0.46 
0.40 
0.55 
0.49 
0.60 
59 
60 
60 
57 
62 
71 
62 
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assign (segid 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resxd 310 and name CB 
assign (segxd 3A4 and resxd 310 and name CB ) 
as3xgn (segxd 3A4 and resxd 310 and name CB ) 
assxgn (segid 3A4 and resid 310 and name CB ) 
assxgn (segid 3A4 and resxd 310 and name CB J 
assxgn (segid 3A4 and resxd 310 and name CB 
assxgn (segid 3A4 and resxd 310 and name CB ) 
assxgn (segid 3A4 and resxd 310 and name CB 
assxgn (segid 3A4 and resxd 310 and name CB ) 
assxgn (segid 3A4 end resxd 310 and name CB 
assxgn (segxd 3A4 and resxd 310 and name CB 
assxgn (segid 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resxd 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB ) 
assxgn (segid 3A4 and resid 310 and name CB ) 
assign (segxd 3A4 and resxd 310 and name CB 
(segxd 3A4 and resxd 310 and name CB ) 
(segxd 3A4 and resxd 310 and name CB ) 
(aegxd 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resxd 310 and name CB ) 
assign (segid 3A4 and resxd 310 and name CB ) 
assxgn (segid 3A4 and resxd 310 and name CB > 
assign (segxd 3A4 and resxd 310 and name CB ) 
assxgn (segid 3A4 and resxd 310 and name CB ) 
assign (segid 3A4 and resxd 310 and name CB ) 
assxgn (segid 3A4 and resxd 310 and name CB ) 
assxgn (segxd 3A4 and resid 310 and name CB ) 
assxgn (segxd 3A4 and resxd 310 and name CB > 
assign (segxd 3A4 and resxd 310 and name CB ) 
(segxd 3A4 and resid 310 and name CB J 
(segxd 3A4 and resxd 310 and name CB > 
(segxd 3A4 and resxd 310 and name CB ) 
(segxd 3A4 and resxd 310 and name CB > 
(segxd 3A4 and resid 310 and name CB ) 
(segxd 3A4 and resxd 310 and name CB ) 
(segxd 3A4 and resid 310 and name CB ) 
(segxd 3A4 and resid 310 and name CB ) 
assign (segxd 3A4 and resxd 310 and name CB ) 
assign (segxd 3A4 and resid 310 and name CB ) 
assign (segxd 3A4 and resxd 310 and name CB ) 
assign (segxd 3A4 and resxd 310 and name CB 



(segid 3A4 and resxd 312 and name CA 
(segid 3A4 and resxd 312 and name CB 
(segid 3A4 and xesid 312 and name N 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
I segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resxd 314 and name CB > 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resxd 314 and name N ) 
(segxd 3A4 and resxd 315 and name CA ) 
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assxgn 
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assign isegxa j/vi *.«=s»j.« — — — - 

45 assign (segxd 3A4 and resid 310 and name CB ) 



isegxa ouw two.** — — — 

assign (segxd 3A4 and resxd 310 and name CB 
assign (segxd 3A4 and resxd 33 0 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
50 assign (segid 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
assign (segxd 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
55 assxgn (segid 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
assign (segxd 3A4 and re3xd 310 and name CB ) 
assxgn (segid 3A4 and resid 310 and name CB > 
assign (segid 3A4 and resid 310 and name CB ) 
60 assign (segid 3A4 and resid 310 and name CB ) 
assign (segxd 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
assign (segxd 3A4 and resxd 310 and name CB ) 
assxgn (segxd 3A4 and resxd 310 and name CB ) 
65 assxgn (segid 3A4 and resxd 310 and name CB ) 
assxgn Oegxd 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resxd 310 and name CB ) 
assxgn (segxd 3A4 and resxd 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
70 assign (segid 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
assign (segxd 3A4 and resxd 310 and name CB ) 
assxgn (segid 3A4 and resid 310 and name CB ) 
assxgn (segid 3A4 and resid 310 and name CB ) 
75 assxgn (segid 3A4 and resxd 310 and name CB ) 
assign (segxd 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and tesid 310 and name CB ) 
assign (segxd 3A4 and resxd 310 and name CB ) 
assxgn (segid 3A4 and resxd 310 and name CB > 
80 assign (segid 3A4 and resid 310 and name CB ) 
assign (segad 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
assign (segid 3A4 and resid 310 and name CB ) 
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(segid 3A4 and resid 315 and name CB 
(segid 3A4 and res id 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA J 
(segid 3A4 and resid 319 and name CB > 
(segid 3A4 and resid 346 and name CA J 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 34 B and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA J 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resxd 354 and name CB ) 
(segxd 3A4 and resxd 355 and name CA > 
(segid 3A4 and resxd 355 and name CB ) 
(segxd 3A4 and tesxd 356 and name CA ) 
(segid 3A4 and resxd 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resxd 357 and name CB ) 
(segxd 3A4 and resxd 358 and name CA ) 
(segxd 3A4 and xesxd 358 and name CB > 
(segxd 3A4 and resxd 359 and name CA ) 
(segid 3A4 and resxd 359 and name CB ) 
(segid 3A4 and resxd 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segxd 3A4 and resxd 364 and name CA ) 
(segxd 3A4 and resxd 364 and name CB ) 
(segxd 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name 0 ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segxd 3A4 and resxd 384 and name CA ) 
(segxd 3A4 and resxd 384 and name CB ) 
(segxd 3A4 and resxd 385 and name CA ) 
(segxd 3A4 and resid 386 and name CA ) 
(segxd 3A4 and resxd 387 and name CA ) 
(segxd 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
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(segid 3A4 and resid 391 and name CB 
(segxd 3A4 and resxd 392 and name CA 
(segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 393 and name CA 
(segxd 3A4 and resxd 394 and name CA 
(segxd 3A4 and resxd 394 and name CB 
(segxd 3A4 and resid 395 and name CA 
( segxd 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 ar.d name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 



6.83 
7.29 
5.63 
6.88 
6.58 
5.92 
6.26 
6.06 
7.03 
6.49 
7.62 
6.25 
9.65 
9.68 
11.37 
11.47 
13.86 
13.60 
15.65 
15.41 
18.52 
19.21 
14.83 
14.25 
14.42 
16.42 
17.83 
14.60 
14.35 
11.39 
13.84 
14.64 
15.85 
15.89 
17.10 
18.43 
17.91 
18.81 
14.39 
13.78 
12.61 
11.64 
15.55 
16.07 
15.78 
15.92 
13.61 
14.21 
14.98 
16.46 
13.91 
14.43 
11.19 
11.51 
10.20 
10.98 
7.76 
8.22 
7.09 
8.26 
10.65 
12.08 
9.74 
11.20 
10.62 
13.93 
15.35 
18.44 
15.97 
15.37 
15.04 
13.83 
16.96 
18.46 
15.40 
11.75 
11.36 
12.32 
14.23 
15.54 
11.92 
11.53 
9.05 



0.04 
0.10 
0.07 
0.18 
0.16 
0.23 
0.22 
0.11 
0.12 
0.10 
0.10 
0.16 
0.14 
0-20 
0.16 
0.49 
0.46 
0.52 
0.43 
0.43 
0.33 
0.29 
0.34 
0.38 
0.39 
0.40 
0.37 
0.43 
0.55 
0.31 
0.35 
0.34 
0.43 
0-50 
0.43 
0.46 
0.56 
0.58 
0.58 
0.55 
0.43 
0.49 
0.94 
1.29 
0.27 
0.27 
0.23 
0.29 
0.19 
0.21 
0.15 
0.18 
0.13 
0.20 
0.14 
0.11 
0.38 
0.47 
0.35 



0.05 
0.10 
0.06 
0.18 
0.16 
0.24 
0.23 
0.10 
0.13 
0.09 
0.10 
0.16 
0.14 
0.21 
0.15 
0.50 
0.46 
0.51 
0.42 
0.43 
0.33 
0.30 
0.34 
0.38 
0.39 
0.40 
0.36 
0.42 
0.55 
0.31 
0.35 
0.35 
0.44 
0.49 
0.44 
0.46 
0.56 
0.57 
0.57 
0.55 
0.44 
0.48 
0.94 
1.29 
0.27 
0.26 
0.23 
0.30 
0.19 
0.20 
0.15 
0.19 
0.14 
0.20 
0.13 
0.11 
0.39 
0.47 
0.34 
0.38 
0.19 
0.21 
0.28 
0.56 
0.66 
0.48 
0.53 
0.48 
0-65 
0.59 
0.69 
0.69 
0.70 
0.71 
0.65 
0.68 
0.78 
0.67 
0.51 
0.54 
0.56 
0.62 
0.47 



38 
.18 
20 
.29 
.56 
.66 
0.48 
0.53 
0.48 
0.66 
0.59 
0.70 
0.68 
0.70 
0.70 
0.64 
0.68 
0.78 
0.67 
0.51 
0.54 
0.55 
0.62 
0.46 
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assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and xesid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign {segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name CB 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and res id 310 and name H 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name M 
assign (segid 3A4 and resid 310 and name N 
assign (segad 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid J10 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and resid 310 and name N 
assign (segid 3A4 and zesid 310 and name N 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name N 
(segid 3A4 and resid 310 and name N 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name 0 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name 0 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name 0 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name 0 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name 0 
(segid 3A4 and resid 310 and name 0 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
(segid 3A4 and resid 310 and name O 
assign (segid 3A4 and resid 310 and name 0 
assign (segid 3A4 and resid 310 and name O 
assign (segid 3A4 and resid 310 and name O 
assign (segid 3A4 and resid 310 and name O 
assign (segid 3A4 and Lesid 310 and name O 
assign (segid 3A4 and resid 310 and name O 
assign (segid 3A4 and resid 310 and name 0 
assign (segid 3A4 and resid 310 and name O 
assign (segid 3A1 and resid 310 and name O 
assign (segid 3A4 and resid 310 and name O 
assign (segid 3A4 and resid 311 and name C 



(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 399 and name CA 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and res id 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 403 and name CA 
(segid 3A4 and resid 403 and name CB 
(segid 3A4 and resid 404 and name CA 
(segid 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A 4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 310 and name C 
t segid 3A4 and resid 310 and name CA 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 310 and name 0 
(segid 3A4 and resid 311 and name C 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 311 and name O 
(segid 3A4 and resid 311 and name OE1 
(segid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name H 
(segid 3A4 and res id 312 and name O 
(segid 3A4 and resid 313 and name c 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name O 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name H 
(seqid 3A4 and resid 365 and name O 
(segid 3A4 and resid 310 and name CB 
(segid 3A4 and resid 311 and name C 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segid 3A4 and resid 311 and name W 
(segid 3A4 and resid 311 and name O 
(segid 3A4 and resid 311 and name OE1 
(eegid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid. 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name O 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(*.eg id 3A4 and resid 315 and name N 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 364 and name O 
(segid 3A4 and resid 311 and name CB 



8.3b 
12.00 
13.23 
13.58 
14.17 
10.84 
10.40 
10.02 
14.20 
15.08 
15.04 
14.83 
13.20 
11.78 
14.47 
17.86 
18.38 
18.24 
17.51 
17.75 
16.55 
18.21 
18.25 
2.47 
1.47 
2.44 
3.50 
4.71 
4.22 
5.00 
7.31 
6.47 
2.83 
5.85 
6.98 
5.67 
5.32 
5.36 
4.31 
6.88 
6.51 
5.74 
5.25 
5.17 
4.90 
7.68 
7.30 
7.10 
6.16 



50 
29 
05 
75 
23 
48 
26 
25 
62 
86 
4.18 
4.46 
5.41 
3.50 
5.11 
3.80 
3.83 
3.75 
4.72 
3.37 
4.93 
5.10 
3.90 
3.65 
5.06 
3.02 
6.22 
7.34 
6.48 
6.70 
5.12 
7.07 
7.84 
2.53 



0.55 

0.38 

0.41 

0.31 

0.26 

0.27 

0.31 

0.31 

0.30 

0.29 

0.33 

0.40 

0.33 

0.29 

0.50 

0.40 

0.39 

0.28 

0.29 

0.53 

0.64 

0.S5 

0.93 

0.02 

0.02 

0.02 

0.04 

0-02 

0.03 

0.02 

0.05 

0.03 

0.03 

0.03 

0.06 

0.04 

0.07 

0.13 

O.08 

0.04 

0.12 

0.11 

0.17 

0.17 

0.09 

0.14 

0.06 

0.08 

0.08 

0.18 

0.05 

0.06 

0.03 

O.04 

0.06 

0.03 

0.04 

0.07 

0.07 

0.12 

0.12 

0.12 

0.12 

0.10 

0.13 

0.15 

0.17 

0.15 

0.16 

0.12 

0.06 

0.08 

0.10 

0.12 

0.13 

0.07 

0.09 

0.09 

0.14 

0.08 

0.11 

0.06 

0.02 



0.55 
0.38 
0.42 
0.30 
0.26 
0.27 
0.31 
0.31 
0.29 



26 
33 
40 
32 
28 
49 
0.41 
0.39 
0.28 
0.30 
0.52 
0.63 
0.55 
0.93 
0.02 
0.01 
0.03 
0.04 
0.02 
0.0.3 
0.03 
0.04 
0.02 
0.03 
0.03 
0.07 
0.04 
0.07 
0.14 
0.07 
0.04 
0.12 
0.12 
0.17 
0.18 
0.08 
0.14 
0.05 
0.09 
0.08 
0.17 
0.05 
0.06 
0.04 
0.05 
0.07 
0-03 
0.03 
0.08 
0.08 
0.13 
0.13 
0.12 
0.11 
0-11 
0.14 
0.14 
0.16 
0.16 
0.15 
0.12 
0.07 
0.09 
0.10 
0.12 
0.13 
0.07 
0.08 
0.09 
0.14 
0.09 
0.11 
O.07 
0.02 
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(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segxd 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(Begid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
(segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and resid 311 and name 
assign (segid 3A4 and lesid 311 and name C 
assign (segid 3A4 and resid 311 and name C 
assign (segid 3A4 and resid 311 and name CA 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign ( segid 3ft 4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA > 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign I segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 3ii and name CA ) 
assign (segid 3A4 and resid 311 and name CA ) 
assign (segid 3A4 and resid 311 and name CA J 



C 
C 
C 
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C 
C 
C 
C 
C 
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c 
c 
c 
c 
c 
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c 
c 
c 
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c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
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(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segid 3A4 and resid 311 and name O 
(segid 3A4 and res id 311 and name OE1 
(segid 3A4 and resid 312 and name c 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name O 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and res id 316 and name N 
(segid 3A4 and resid 362 and name O 
(segid 3A4 and resid 363 and name C 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and resid 363 and name N 
(segid 3A4 and resid 364 and name C 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name N 
(segid 3A4 and resid 364 and name 0 
(segid 3A4 and resid 365 and name C 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 365 and name N 
(segid 3A4 and resid 365 and name O 
(segid 3A4 and resid 311 and name C 
(aegid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segad 3A4 and resid 311 and name O 
(segid 3A4 and resid 311 and name OE1 
(segid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and tesid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and re3id 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name O 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name M 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 31S and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 



assign (segid 3A4 and resid 311 and name CA ) . , 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 317 and name CA 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 318 and name CA 

assign (segid 3A4 and resid 311 and name CA ) (sogid 3A4 and resid 318 and name CB 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 319 and name CA 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 319 and name CB 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 34 6 and name CA 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 34 6 and name CB 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 347 and name CA 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 347 and name CB 

assign (segid 3A4 and resid 311 and name CA ) (segid 3A4 and resid 348 and name CA 



3.73 

3.02 

1.25 

3.83 

3.04 

2.44 

3.72 

1.34 

3.87 

4.51 

4.49 

5.29 

6.09 

3.32 

5.63 

4.81 

4.45 

4.25 

5.54 

3.71 
6.03 
5.91 
4.93 
4.50 
4.04 
7.09 
7.55 
7.01 
5.74 
7.45 
7.04 
6.64 
6.68 
5.76 
7.84 
6.64 
7.32 
6.56 
6.36 
7.53 
6.57 
7.13 
6.76 
7.58 
1.51 
1.55 
3.20 
2.58 
2.41 
3.04 
4.41 
3.83 
4.90 
2.47 
5.31 
5.38 
5.43 
5.91 
6.72 
4.38 
6.51 
5.57 
4.95 
4.32 
5.50 
4.39 
6.79 
7.12 
5.99 
5.60 
5.00 
8.39 
7.08 
9.71 
12.47 
12.41 
14.92 
15.12 
17.43 
17.83 
14.09 
13.77 
12.57 



0.09 
0.06 
0.02 
0.09 
0.04 
0.03 
0.03 
0.01 
0.06 
0.08 
0.04 
0.06 
0.13 
0.04 
0.11 
0.05 
0.02 
0.06 
0.09 
0.05 
0.06 
0.14 
0.16 
0.22 
0.11 
0.14 
0.19 
0.17 
0.16 
0.13 
0.04 
0.07 
0.15 
0.15 
0.10 
0.11 
0.09 
09 



0.16 
0.02 
0.02 
0.03 
0.01 
0.02 
0.07 
0.03 
0.04 
0.02 
0.03 
0.05 
0.12 
0.08 
0.11 
0.13 
0.07 
0.13 
0.04 
0.07 
0.07 
0.07 
0.11 
0.06 
0.12 
0.17 
0.24 
0.10 
0.14 
0.13 
0.20 
0.33 
0.35 
0.33 
0.27 
0.32 
0.25 
0.40 
0.47 
0.40 



0.09 

0.06 

0.O2 

0.10 

0.04 

0.04 

0.03 

0.01 

0.05 

0.08 

0.05 

0.05 

0.13 

0.04 

0.11 

0.05 

0.03 

0.05 

0.09 

0.06 

0.05 

0.14 

0.17 

0.23 

0.11 

0.15 

0.20 

0.17 

0.16 

0.12 

0.05 

0.07 

0.15 

0.14 

0.10 

0.11 

0.09 

0.09 

0.19 

0.14 

0.13 

0.12 

0.11 

0.16 

0.03 

0.01 

0.03 

0.02 

0.01 

0.06 

0.03 

0.03 

0.02 

0.03 

0.04 

0.11 

0.08 

0.11 

0.13 

0.07 

0.13 

0.05 

0.07 

0.06 

0.07 

0.11 

0.06 

0.13 

0.16 

0.23 

0.09 

0.14 

0.14 

0.21 

0.33 

0.35 

0.33 

0.26 

0.31 

0.26 

0.40 

0.47 

0.39 



406 



assign (segid 3A4 and resxd 311 and name CA 
03 axgn ( segxd 3A4 and resid 311 and name CA 
esBxgn (segxd 3A4 and ros>id 311 and name CA 
assxgn (segxd 3A4 and resxd 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assign (segxd 3A4 and resid 311 and name CA 
assxgn (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resxd 311 and name CA 
assxgn (segid 3A4 and resid 311 and name CA 
assxgn (segid 3A4 and resxd 311 and name CA 
assxgn (segid 3A4 and resxd 311 and name CA 
assxgn (segxd 3A4 and resxd 311 and name CA 
assxgn (segxd 3A4 and resxd 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assxgn (segid 3A4 and resxd 311 and name CA 
assign (segid 3A4 and resxd 311 and name CA 
assign (segxd 3A4 and resxd 311 and name CA 
assxgn (segxd 3A4 and resxd 311 and name CA 
assign (segxd 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resxd 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resxd 311 and name CA 
assxgn (segxd 3A4 and resxd 311 and name CA 
assign (segxd 3A4 and resxd 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assign (segxd 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CA 
(segxd 3A4 and resxd 311 and name CA 
(segid 3A4 and resid 311 and name CA 
(segxd 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CA 
assxgn (segid 3A4 and resxd 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assxgn (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
(segid 3A4 and resxd 311 and namo CA 
(segid 3A4 and resid 311 and name CA 
(segxd 3A4 and resid 311 and name CA 
(segid 3A4 and resid 311 and name CA 
assign (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assign (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assign (segxd 3A4 and resid 311 and name CA 
assxgn (segid 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assign (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assign (segxd 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assxgn (segxd 3A4 and resxd 311 and name CA 
assxgn (segxd 3A4 and resxd 311 and name CA 
assxgn (segid 3A4 and resxd 311 and name CA 
assxgn (segid 3A4 and resxd 311 and name CA 
assign (segxd 3A4 and resxd 311 and name CA 
assxgn (segid 3A4 and resxd 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segxd 3A4 and resxd 311 and name CA 
assign (segid 3A4 and resxd 311 and name CA 
assign (segid 3A4 and resxd 311 and name CA 
assxgn (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and resid 311 and name CA 



assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



(segid 3A4 and resxd 349 and name CA 
(segxd 3A4 and resxd 349 and name CB 
(segxd 3A4 and resxd 350 and name CA 
(segxd 3A4 and resxd 350 and name CB 
(segxd 3A4 and resxd 351 and name CA 
(segxd 3A4 and resxd 352 and name CA 
(segxd 3A4 and resxd 352 and name CB 
(segxd 3A4 and resxd 353 and name CA 
(segxd 3A4 and resxd 353 and name CB 
(segxd 3A4 and resxd 354 and name CA 
(segxd 3A4 and resxd 354 and name CB 
(segxd 3A4 and resxd 355 and name CA 
(segxd 3A4 and resid 355 and name CB 
(segxd 3A4 and resid 356 and name CA 
(segxd 3A4 and resid 356 and name CB 
(segid 3A4 and resid 357 and name CA 
(segid 3A4 and resid 357 and name CB 
(segxd 3A4 and resxd 358 and name CA 
(segxd 3A4 and resxd 358 and name CB 
(segxd 3A4 and resxd 359 and name CA 
(segxd 3A4 and resxd 359 and name CB 
(segxd 3A4 and resxd 360 and name CA 
(segxd 3A4 and resxd 360 and name CB 
(segxd 3A4 and resid 361 and name CA 
(segxd 3A4 and resxd 361 and name CB 
(segxd 3A4 and resxd 362 and name CA 
(segxd 3A4 and resxd 362 and name CB 
(segxd 3A4 and resxd 362 and name O 
(segxd 3A4 and resid 363 and name C 
(segxd 3A4 and resid 363 and name CA 
(segxd 3A4 and resid 363 and name CB 
(segid 3A4 and resid 363 and name CG 
(segxd 3A4 and resid 364 and name C 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 364 and name N 
(segxd 3A4 and resid 364 and name O 
(segid 3A4 and resid 365 and name C 
(segxd 3A4 and resid 365 and name CA 
(segxd 3A4 and resxd 365 and name CB 
(segxd 3A4 and resxd 365 and name M 
(segxd 3A4 and resid 365 and name O 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name CA 
(segxd 3A4 and resid 382 and name CB 
(segxd 3A4 and resid 383 and name CA 
(segxd 3A4 and resxd 384 and name CA 
(segxd 3A4 and resxd 384 and name CB 
(segxd 3A4 and resxd 385 and name CA 
(segxd 3A4 and resxd 386 and name CA 
(segxd 3A4 and resid 390 and name CA 
(segid 3A4 and resid 390 and name CB 
(segxd 3A4 and resxd 391 and name CA 
(segxd 3A4 and resid 391 and name CB 
(segxd 3A4 and resid 393 and name CA 
(segid 3A4 and resid 394 and name CA 
(segxd 3A4 and reaxd 394 and name CB 
(segxd 3A4 and resxd 395 and name CA 
(segxd 3A4 and resxd 396 and name CA 
(segxd 3A4 and resxd 396 and name CB 
(segxd 3A4 and resxd 397 and name CA 
(segid 3A4 and resxd 397 and name CB 
(segid 3A4 and resxd 398 and name CA 
(segxd 3A4 and resxd 398 and name CB 
(segxd 3A4 and resxd 399 and name CA 
(segxd 3A4 and resxd 399 and name CB 
(segxd 3A4 and resid 400 and name CA 
(segxd 3A4 and resid 400 and name CB 
(segxd 3A4 and resid 401 and name CA 
(segxd 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segxd 3A4 and resxd 403 and name CA 
(segxd 3A4 and resid 403 and name CB 
(segxd 3A4 and resxd 404 and name CA 
(segxd 3A4 and resxd 404 and name CB 
(segxd 3A4 and resxd 405 and name CA 
(segxd 3A4 and resid 405 and name CB 
(segxd 3A4 and resxd 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A1 and resxd 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name CA 



14.47 
15.96 
13.46 
13.65 
9.79 
11.26 
11.80 
13.93 
14.37 
14.89 
16.02 
16.56 
17.62 
13.54 
13.11 
10.89 
9.67 
13.13 
13.78 
12.50 
12.58 
10.28 
11.12 
10.96 
12.41 
9.74 
10.44 
7.46 
7.00 
6.89 
7.17 
6.27 
5.88 
6.78 
7.75 
6.27 
5.41 
6.39 
5.63 
6.34 
6.01 
6.31 
9-02 
11.54 
12.76 
10.23 
12.85 
12.75 
15.35 
17.29 
18.33 
17.99 
17.35 
16.02 
16.05 
14.69 
14.45 
15.82 
17.11 
18.29 
14.12 
13.59 
11.84 
11.59 
14.82 
16.21 
15.43 
15.88 
12.03 
12.19 
12.32 
15.87 
16.94 
15.70 
15.32 
13.27 
11.78 
15.17 
18.39 
19.08 
17.87 
16.93 
17.04 



407 



a 3 sign (segid 3A4 and resid 311 and name CA 
assign (segid 3A4 and rosxd 311 and name CA 
assign (segid 3A1 and tesid 311 and name CA 
assign {segid 3A4 and resid 311 and name CA 
5 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and res id 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and re a id 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
10 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
15 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
20 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
25 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
30 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
35 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
40 assign (segid 3A4 and xesid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
45 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and tesid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
50 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
55 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
60 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
65 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
70 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and lesid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
75 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
80 assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A1 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 



(segid 3A4 and tesid 409 and name CB ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3M and resid 435 and name CA ) 
(segid 3A4 and resid 311 and name CD ) 
(segid 3A4 and resid 311 and name CG ) 
(segid 3A4 and tesid 311 and name OE1) 
(segid 3A4 and resid 312 and name C ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 312 and name CB ) 
(segid 3A4 and resid 312 and name N ) 
(segid 3A4 and resid 312 and name O ) 
(segid 3A4 and resid 313 and name C ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 313 and name H ) 
(segid 3A4 and resid 314 and name C ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 314 and name N ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 315 and name N ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 34 6 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB > 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and xesid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB } 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA J 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name C } 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name O > 
(segid 3A4 and resid 363 and name C ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name CG ) 
(segid 3A4 and resid 363 and name N > 
(segid 3A4 and resid 363 and name O ) 
(segid 3A4 and resid 364 and name C ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 364 and name N ) 
(segid 3A4 and xesid 364 and name O ) 
(segid 3A4 and cesid 365 and name C ) 
(segid 3A4 and cesid 365 and name CA ) 



(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 365 and name N 
(segid 3A4 and tesid 365 and name O 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 362 and name CA 
(segid 3A4 and resid 382 and name CB 



15.80 
16.12 
15.99 
16.86 
2.58 

I. 53 
2.83 
5.52 
4.60 
5.52 
3.29 
6.36 
6.82 
6.86 
7 .39 
5.70 
6.68 
6.25 
5.47 
6.43 
5.82 
6.69 
6.00 
5.93 
9.32 

10.99 
13.74 
13.67 
16.31 
16.56 
18.66 
18.99 
15.41 
15.16 
13.71 
15.42 
16.91 
14.48 
14.77 
10.75 

II. 84 
12.37 
14.45 
14.99 
15.03 
16.09 
16.78 
17.93 
13.88 
13.60 
10.95 

9.83 
12.78 
13.31 
11.99 
11.90 
10.19 
11.20 
10.76 
12.21 
7.52 
9.03 
9.59 
6.77 
5.84 
5.98 
6.32 
5.40 
7.26 
6.77 
4.41 
5.38 
6.44 
5.02 
4.05 
5.03 
4.17 
4.95 
1.48 
5.14 
10.22 
12.93 
14.12 



0.54 
0.69 
00 
10 
03 
01 
04 
04 
03 
04 
0.03 
0.07 
0.11 
0.06 
0.09 
0.04 
0.08 
0.08 
0.09 
0.07 
0.10 
0.22 
0.30 
0.13 
0.18 
0.14 
0.34 
0.36 
0.34 
0.28 
0.30 
0.23 
0.41 
0.48 
0.38 
0.31 
0.31 
0.19 
0.31 
0.16 
0.24 
0.21 
0.36 
0.41 
0.45 
0.50 
0.55 
0.50 
0.50 
0.46 
0.47 
0.51 
0.71 
1.05 
0.23 
0.25 
0.15 
0.16 
0.17 
0.1B 
0.13 
0.14 
0.13 
0.13 
0.10 
0.13 
0.18 
0.23 
0.14 
0.13 
0.08 
0.05 
0.06 
0.07 
0.16 
0.12 
0.16 
0.19 
0.14 
0.15 
0.40 
0.26 
0.33 



0.55 
0.69 
1.00 
1.11 
0.03 
0.01 
0.04 
0.03 
0.04 
0.03 
0-04 
0-06 
0.11 
0.06 
0.10 
0.04 
0.09 
0.07 
0.08 
0.07 
0.10 
0.22 
0.29 
0.14 
0.18 
0.14 
0.34 
0.36 
0.35 
0.28 
0.30 
0.23 
0.40 
0.48 
0.38 
0.30 
0.30 
0.19 
0.30 
0-15 
0.23 
0.21 
0.36 
0.41 
0.46 
0.51 
0.56 
0-50 
0.49 
0.46 
0.47 
0.50 
0.71 
1.06 
0.23 
0.24 
0.14 
0.16 
0.16 
0.19 
0.14 
0.13 
0.13 
0.14 
0.10 
0.13 
0.19 
0.23 
0.13 
0.13 
0.07 
0.06 
0.05 
0.07 
0.17 
0.13 
0.15 
0.18 
0.13 
0.15 
0.41 
0.26 
0.33 



408 



assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (aegid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3a4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and res id 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
assign (segid 3A4 and resid 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(aegid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(aegid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segxd 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and res id 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A1 and resid 311 and name CD 
assign (segid 3A4 and resid 313 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 
assign (segid 3A4 and resid 311 and name CD 



assign 
assign 
assign 
ass j gn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 383 and name CA ) 11.74 
(segid 3A4 and lesid 304 and name CA ) 14.38 
(segid 3A4 and resid 384 and name CB ) 14.25 
(segid 3A4 and resid 385 and name CA ) 16.84 
(segid 3A4 and resid 386 and name CA ) 18. TO 
(segid 3A4 and resid 391 and name CA ) 18.84 
(segid 3A4 and resid 391 and name CB ) 17.51 
(segid 3A4 and resid 394 and name CA ) 16.02 
(segid 3A4 and resid 394 and name CB > 15.80 
(segid 3A4 and res id 395 and name CA ) 16.95 
(segid 3A4 and resid 396 and name CA ) 18.21 
(segid 3A4 and resid 397 and name CA ) 15.28 
(segid 3A4 and resid 397 and name CB ) 14.84 
(segid 3A4 and resid 398 and name CA ) 12.83 
(segid 3A4 and resid 398 and name CB ) 12.58 
(segid 3A4 and resid 399 and name CA ) 15.58 
(segid 3A4 and resid 399 and name CB ) 17.00 
(segxd 3A4 and resid 400 and name CA ) 16.19 
(segid 3A4 and resid 400 and name CB ) 16.73 
(segid 3A4 and resid 401 and name CA ) 12.69 
(segid 3A4 and xesid 402 and name CA ) 12.54 
(segxd 3A4 and resid 402 and name CB ) 12.69 
(segid 3A4 and resid 403 and name CA ) 16.16 
(segid 3A4 and resid 403 and name CB ) 17.33 
(segid 3A4 and resid 404 and name CA ) 15.97 
(segid 3A4 and resid 404 and name CB ) 15.69 
(segid 3A4 and resid 405 and name CA ) 13.26 
(segid 3A4 and resid 405 and name CB ) 11.76 
(segid 3A4 and resid 406 and name CA ) 14.97 
(segid 3A4 and resid 407 and name CA ) 18.26 
(segid 3A4 and resid 407 and name CB ) 19.05 
(segid 3A4 and resid 408 and name CA ) 17.67 
(segid 3A4 and resid 408 and name CB ) 16.79 
(segid 3A4 and resid 409 and name CA ) 16.53 
(segid 3A4 and resid 409 and name CB ) 15.24 
(segid 3A4 and resid 410 and name CA ) 19.28 
(segid 3A4 and resid 433 and name CA ) 17.15 
(segid 3A4 and resid 434 and name CA ) 16.85 
(segid 3A4 and resid 435 and name CA ) 17.45 
(segid 3A4 and cesid 311 and name OE1) 1.24 
(segid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 



) 
) 

(segid 3A4 and resid 312 and name CB ) 



(segid 3A4 and resid 312 and name N ) 
(segid 3A4 and resid 312 and name 0 ) 
(segid 3A4 and resid 313 and name C ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name N ) 
(segid 3A4 and resid 314 and name C ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 314 and name N ) 
(segid 3A4 and resid 314 and name O > 
(segid 3A4 and resid 315 and name C ) 
(segid 3A4 and resxd 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 315 and name N ) 
(segid 3A4 and resid 351 and name O ) 
(segid 3A4 and resid 359 and name O ) 
(segid 3A4 and tesid 360 and name C ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name O ) 
(segid 3A4 and resid 362 and name C ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name N ) 
(segid 3A4 and resxd 362 and name o ) 
(segid 3A4 and resid 363 and name C > 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name CG ) 
(segid 3A4 and resid 363 and name N ) 
(segxd 3A4 and resid 363 and name O ) 
(segid 3A4 and resid 364 and name C ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 364 and name N ) 
(segid 3A4 and resid 364 and name O ) 
(segid 3A4 and tesid 365 and name C ) 
(segid 3A4 and resxd 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name N ) 



6.50 
5.87 
7.11 
4.90 
6.96 
7.27 
7.80 
6.89 
5.99 
5.92 
4.88 
5.29 
6.09 
6.99 
7.14 
5.70 
5.02 
5.23 
7.75 
7.27 
7.34 
7.66 
6.51 
5.39 
6.82 
7.37 
7.12 
4.45 
4.53 
4.50 
5.35 
5.04 
5.47 
5.68 
3.94 
4.37 
5.04 
3.64 
3.43 
5.75 
5.05 
6.24 
4.71 



0.31 
0.45 
0.53 
0.41 
0.52 
0.51 
0.51 
0.57 
0.67 
0.65 
0.53 
0.56 
0.60 
0.53 
0.59 
0.44 
0.45 
0.40 
0.34 
0.42 
0.38 
0.34 
0.38 
0.37 
0.54 
0.66 
0.40 
0.40 
0.28 
0.30 
0.36 
0-33 
0.'39 
0.52 
0.56 
0.37 
0.76 
1.02 
1.15 
0.01 
0.10 
0.10 
0.10 
0.09 
0.16 
0.13 
0.10 
0.09 
0.17 
0.11 
0.10 
0.07 
0-11 
0.22 
0.27 
0.31 
0.33 
0.20 
0.09 
0.23 
0.10 
0.12 
0-11 
0.08 
0.09 
0.12 
0.13 
0.10 
0.06 
0.04 
0.1O 
0.14 
0.06 
0.07 
0.11 
0.06 
0.03 
0.04 
0.15 
0.25 
0.21 
0.20 
0.17 



0.32 
0.45 
0.53 
0.42 
0.53 
0.51 
0.51 
0.57 
0.66 
0.64 
0.53 
0.56 
0.59 
0.53 
0-60 
0.44 
0.45 
0.40 
0.34 
0.42 
0.37 
0.34 
0.37 
0.37 
0.55 
0.67 
0.39 
0.40 
0.28 
0.30 
0.36 
0-33 
0.39 
0.53 
0.55 
0-37 
0.76 
1.02 
1.15 
0.01 
0.11 
O.ll 
0.10 
0-10 
0.15 
0.13 
0.10 
0.08 
0-17 
0.11 
0.11 
0.07 
0.11 
0.23 
0.26 
0.31 
0.34 
20 
09 
24 
.09 
13 
11 
09 
09 
12 
0.13 
0.10 
0.06 
0.04 
0.11 
0.15 
0.06 
0.08 
0.10 
0.05 
0.03 
0.05 
0.15 
0.25 
0.22 
0.20 
0.16 
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10 



15 



20 



25 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign (segxd 3A4 and resid 311 and name CD 
assxgn (segxd 3M and resid 311 and name CG 
assign (segxd 3A4 and resid 311 and name CG 
assxgn (segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resid 311 and name CG 
(segxd 3A4 and resid 311 and name CG 
assign (segxd 3A4 and resid 311 and name CG 
assxgn (segxd 3A4 and resxd 311 and name CG 
assxgn (segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and rssid 311 and name CG 
(segxd 3A4 and resid 311 and name CG 
(segid 3A4 and resxd 311 and name CG 
(segid 3A4 and resxd 311 and name CG 
(segid 3A4 and resid 311 and name CG 
(segid 3A4 and resid 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segid 3A4 and res id 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resid 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
assign (segxd 3A4 and resxd 311 and name CG 
assign (segxd 3A4 and resxd 311 and name CG 
assign (segxd 3A4 and resxd 311 and name CG 
assign (segxd 3A4 and resxd 311 and name CG 
assxgn (segid 3A4 and resid 311 and name CG 
assign (segid 3A4 and resid 311 and name CG 
assign (segid 3A4 and resid 311 and name CG 
assxgn (segxd 3A4 and resxd 311 and name CG 
assign (segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
(segxd 3A4 and resid 311 and name CG 
(segid 3A4 and resxd 311 and name CG 
(segxd 3A4 and resxd 311 and name CG 
assxgn (segid 3A4 and resid 311 and name CG 
assxgn (segxd 3A4 and resxd 311 and name CG 
assxgn (segxd 3A4 and resxd 311 and name N 
(segxd 3A4 and resxd 311 and name N 
(segxd 3A4 and resxd 311 and name N 
(segxd 3A4 and resxd 311 and name N 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resxd 311 and name N 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 311 and name N 
< segid 3 AO and resxd 311 and name N 
assign (segxd 3A4 and resxd 311 and name N 
assign (segxd 3A4 and resid 311 and name N 
(segid 3A4 and resid 311 and name N 
(segxd 3A4 and resxd 311 and name M 
(segxd 3A4 and resxd 311 and name N 
(segxd 3A4 and resxd 311 and name N 
(segxd 3A4 and resxd 311 and name N 
assign (segxd 3A4 and resid 311 and name N 
assign (segid 3A4 and resxd 311 and name N 
(segxd 3A4 and resid 311 and name N 
(segid 3A4 and resxd 311 and name N 
(segid 3A4 and resxd 311 and name N 
(segxd 3A4 and resxd 311 and name N 
(segxd 3A4 and resid 311 and name N 
(segxd 3A4 and resxd 311 and name H 
(segid 3A4 and resxd 311 and name N 
(segxd 3A4 and resid 311 and name N 
(segxd 3A4 and resxd 311 and name N 
assign (segxd 3A4 and resid 311 and name M 
assign (segxd 3A4 and resid 311 and name N 
assign (segid 3A4 and resxd 311 and name N 
assxgn (segxd 3A4 and resid 311 and name N 
assxgn (segid 3A4 and resid 311 and name N 
assxgn (segxd 3A4 and resxd 311 and name N 
(segxd 3A4 and resxd 311 and name N 
(segxd 3A4 and resxd 311 and name O 
(segxd 3A4 and resxd 313 and name 0 
(segid 3A4 and resxd 311 and name 0 
(segid 3A4 and resid 311 and name 0 
(segid 3A4 and resid 311 and name O 



assxgn 
assign 
assign 
assign 
assign 



assxgn 
assign 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assign 
assign 
assign 
assign 



assign 
assxgn 
assign 
assign 
assign 



assxgn 
assign 
assign 
assign 
assxgn 
assxgn 
assign 
assign 
assxgn 



assxgn 
assign 
assxgn 
assxgn 
assign 
assign 



(segxd 3a4 and resxd 365 and name O 
(segxd 3A4 and resid 311 and name CD 
(segtd 3A4 and resid 311 and name OE1 
(segxd 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segxd 3A4 and resxd 312 and name CB 
(segxd 3A4 and resid 312 and name N 
(segxd 3A4 and resid 312 and name O 
(segxd 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resxd 313 and name N 
(segid 3A4 and resxd 314 and name C 
(segid 3A4 and resxd 314 and name CA 
(segxd 3A4 and resxd 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segxd 3A4 and resxd 314 and name N 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resxd 31 S and name C 
(segid 3A4 and resxd 315 and name CA 
(segxd 3A 4 and resid 315 and name CB 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 360 and name O 
(segxd 3A4 and resxd 362 and name C 
(segxd 3A4 and resxd 362 and name CA 
(segxd 3A4 and resxd 362 and name O 
(segxd 3A4 and resid 363 and name C 
(segid 3A4 and resid 363 and name CA 
(segxd 3A4 and resid 363 and name CB 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and resxd 363 and name M 
(segxd 3A4 and resid 363 and name O 
(segid 3A4 and resxd 364 and name C 
(segxd 3A4 and resxd 364 and name CA 
(segxd 3A4 and res id 364 and name CB 
(segid 3A4 and resxd 364 and name N 
(segxd 3A4 and res id 364 and name O 
(segxd 3A4 and resxd 365 and name C 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
I segid 3A4 and resid 365 and name N 
(segid 3A4 and resid 365 and name O 
(segxd 3A4 and resxd 311 and name C 
(segxd 3A4 and resid 311 and name CA 
(segxd 3A4 and resxd 311 and name CB 
(segxd 3A4 and resxd 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segxd 3A4 and resxd 311 and name O 
(segxd 3A4 and resid 311 and name OE1 
(segid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name O 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name O 
(segxd 3A4 and resxd 315 and name CA 
(segxd 3A4 and resid 315 and name CB 
(segxd 3A4 and resid 315 and name N 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and resid 364 and name C 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name N 
(segid 3A4 and resid 364 and name O 
(segid 3A4 and resxd 365 and name C 
(segid 3A4 and resxd 365 and name CA 
(segid 3A4 and lesld 365 and name CB 
(segid 3A4 and tesid 365 and name n 
(segxd 3A4 and resxd 365 and name O 
(segxd 3A4 and resxd 311 and name CB 
(segid 3A4 and resid 311 and name CD 
(segid 3A4 and resid 311 and name CG 
(segid 3A4 and resid 311 and name OBI 
C a eg id 3A4 and resid 312 and name C 



6.16 
1.53 
2.40 
5.87 
4.95 
6.00 
3.92 
6.46 
7.21 
7.45 
6.32 
6.47 
6.35 
5.55 
6.28 
6.17 
7.57 
7.33 
6.02 
5.14 
5.56 
7.68 
6.00 
7.51 
5.29 
4.44 
4.50 
4.97 
4.26 
5.74 
5.47 
3.71 
4.33 
5.39 
3.69 
3.52 
5.27 
4.28 
5.21 
4.08 
5.69 
2.47 
1.45 
2.45 
4.51 
3.84 
3.55 
4.19 
4.74 
4.24 
5.00 
2.84 
5-81 
5.57 
5.37 
5.48 
6.09 
4.35 
6.77 
6.42 
5.54 
5.00 
6.27 
4.74 
7.63 
7.14 
6.87 
6.02 
7.43 
6.71 
7.79 
7.45 
6.20 
6.57 
5.97 
6.51 
6.65 
6-25 
3.27 
3.56 
3.22 
3.71 
2.99 



0.31 

0.01 

0.01 

0.07 

0.09 

0.10 

0.07 

0.11 

0.09 

0.06 

O.05 

0.11 

0.05 

0.0B 

0.05 

0.06 

0.16 

0.24 

0.27 

0.34 

0.16 

0.16 

0.13 

0.13 

0.14 

0.08 

0.11 

0.16 

0.20 

0.12 

0.10 

0.09 

0.0S 

0.04 

0.05 

0.16 

0.16 

0.15 

0.13 

0.13 

0.18 

0.02 

0.01 

0.03 

0.03 

0.02 

0.02 

0.06 

0.05 

0.05 

0.08 

0.07 

0.04 

0.13 

0.10 

0.14 

0.13 

0.08 

0.13 

0.04 

0.07 

0.06 

0.07 

0.12 

0.05 

0.14 

0.22 

0.09 

0.21 

0.07 

0.05 

0.06 

0.10 

0.17 

0.22 

0.27 

0.18 

0.19 

0.06 

0.14 

0.10 

0.13 

0.05 



0.30 

0.01 

0.01 

0.07 

0.08 

0.09 

0.07 

0.12 

0.10 

0.06 

0.06 

0.10 

0.05 

0.08 

0.05 

0.07 

0.16 

0.23 

0.27 

0.34 

0.16 

0.16 

0.13 

0.13 

0.14 

0.08 

0.11 

0.16 

0.20 

0.12 

0.10 

0.09 

0.05 

0.04 

0.06 

0.15 

0.16 

0.15 

0.13 

0.13 

0.18 

0.01 

0.O1 

0.03 

0.03 

0.02 

0.02 

0.06 

0.04 

0.04 

0.07 

0.06 

0.05 

0.12 

0.09 

0.14 

0.14 

0.09 

0.12 

0.04 

0.06 

0.05 

0.07 

0.12 

0.05 

0.14 

0.21 

0.09 

0.21 

0.06 

0.06 

0.07 

0.09 

0.17 

0.22 

0.26 

0.17 

0.19 

0.06 

0.14 

0.11 

0.13 

0.05 
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assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign {segid 3A4 and tesid 311 and name O 



assign (segid 3A4 and xesid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name 0 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and tesid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name O 
assign (segid 3A4 and resid 311 and name 0 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name 0 ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name 0 ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name O ) 
assign (segid 3A4 and resid 311 and name 0 ) 
assign (segid 3A4 and resid 311 and name OE1) 
assign (segid 3A4 and resid 311 and name OE1) 
assign (segid 3A4 and resid 311 and name 0E1) 
assign (segid 3A4 and resid 311 and name OBI) 
assign (segid 3A4 and resid 311 and name 0E1) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OE1) 
assign (segid 3A4 and resid 311 and name OBI) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OE1) 
assign (segid 3A4 and resid 311 and name 0E1) 
assign (segid 3A4 and resid 311 and name 0E1) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign j segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OBI) 
asbign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OBI) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl ) 
assign ( segid 3A4 and resid 311 and name OBI) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A1 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 
assign (segid 3A4 and resid 311 and name OEl) 



(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name M 
(segid 3A4 and res id 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 end name K 
(segid 3A4 and resid 313 and name O 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
I segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name H 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 315 and name O 
I segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 311 and name N 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 362 and name C 
(segid 3A4 and resid 362 and name O 
(segid 3A4 and resid 363 and name C 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and resid 363 and name N 
(segid 3a 4 and resid 364 and name C 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name N 
(segid 3A4 and resid 364 and name O 
(segid 3A4 and zesid 365 and name CA 
(segid 3A4 and resid 365 and name N 
(segid 3A4 and resid 312 and name C 
(segid 3A4 and resid 312 and name CA 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name N 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name 0 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name M 
(segid 3A4 and resid 351 and name O 
(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 360 and name C 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 362 and name C 
(segid 3A4 and resid 362 and name CA 
(segid 3A4 and resid 362 and name H 
(segid 3A4 and resid 362 and name O 
(segid 3A4 and resid 363 and name C 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and resid 363 and name M 
(segid 3A4 and resid 363 and name O 
(segid 3A4 and resid 364 and name C 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 364 and name N 
(segid 3A4 and resid 364 and name O 
(segid 3A4 and resid 365 and name C 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and tesid 365 and name CB 
(segid 3A4 and resid 365 and name N 
(segid 3A4 and resid 365 and name O 



2.74 
4.22 
2.23 
3.44 
4.14 
4.46 
5.50 
6.48 
3.50 
5.11 
3.80 
3.74 
3.64 
4.82 
3.28 
4.98 
4.77 
3.71 
3.35 
2.B9 
5.93 
6.74 
6.12 
4.76 
6.90 
7.59 
7.44 
6.77 
6.80 
6.18 
6.27 
5.57 
7.24 
6.92 
7.38 
6.43 
6.64 
7.25 
7.23 
6.60 
6.18 
7.48 
5.11 
7.11 
6.90 
7.52 
6.76 
7.76 
5.67 
5.36 
4.12 
4.47 
5.63 
6.67 
7.34 
5.88 
5.51 
5.17 
7.15 
7.02 
7.52 
7.64 
6.70 
6.29 
7.64 
7.77 
5.23 
5.69 
5.67 
6.56 
6.24 
6.53 
6.84 
4.68 
5.28 
5.76 
.72 
,90 
.02 
.57 
.83 
,46 
.22 



4. 
3. 
6. 
5. 
6. 
5. 
6. 
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JO 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



assign (segid 3A4 and res id 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and res id 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name C 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and re9id 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and lesid 312 and name CA 
assign {segid 3A4 and resid 312 and name CA 
assign (segid 3a 4 and re^id 312 and name CA 
assign (segid 3a 4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 



(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name 0 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 31? and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and res id 312 and name C 
(segid 3A4 and resid 312 and name CB 
(segid 3A4 and resid 312 and name O 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name N 
(segid 3A4 and resid 313 and name 0 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and res id 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name 0 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and reaid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and res id 349 and name CA 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and resid 354 and name CA 
(segid 3A4 and resid 354 and name CB 
(segid 3A4 and resid 355 and name CA 
(segid 3A4 and resid 356 and name CA 
(segid 3A4 and resid 356 and name CB 
(segid 3A4 and resid 357 and name CA 
(segid 3A4 and resid 357 and name ,CB 
(segid 3A4 and resid 358 and name CA 
(segid 3A4 and resid 358 and name CB 
(segid 3A4 and resid 359 and name CA 
(segid 3A4 and resid 359 and name CB 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name CB 



2.50 
1.23 
3.05 
2.44 
3.71 
4.28 
1.33 
3.98 
4.56 
4.46 
5.23 
6.61 
3.26 
5.52 
4.87 
4.69 
4.67 
3.95 
6.08 
5.22 
4.89 
4.05 
5.53 
7.41 
6.45 
5.61 
7.24 
1.54 

I. 53 
2.39 
4.43 
3.83 
4.88 
5.26 
2.46 
5.44 
5.48 
5.42 
5.84 
7.21 
4.33 
6.54 
5.59 
5.16 
4.71 
4.61 
6.79 
6.45 
5.87 
4.94 
7.88 
6.94 
9.85 
9.57 

12.89 
13.24 
16.90 
17.31 
13.79 
13.28 

II. 90 
14.52 
15.97 
14.31 
14.49 
10.80 
12.19 
12.30 
15.46 
15.99 
16.88 
17.88 
18.98 
16.23 
15.62 
13.63 
12.25 
15.72 
16.52 
14.47 
14.61 
11.85 
12.61 



0.03 
0.01 
0.04 
0.02 
0.02 
0.12 
0.01 
0.10 
0.07 
0.07 
0.08 



0.03 
0.01 
0.04 
0.01 
0.01 



09 
06 
07 
06 
07 
0.10 
0.07 
0.07 
0.32 
0.16 
0-11 
0.87 
0.27 
0.31 
0.19 
0-17 
0.02 
0.01 
0.03 
0.03 
0.02 
0.03 
0.16 
0.03 
0.09 
0.09 
0.08 
0.09 
0.12 
0.06 
0.08 
0.11 
0.08 
0.10 
0.09 
0.12 
0.29 
0.20 
0.14 
0.27 
0.18 
0.41 
0.38 
0.40 
0.32 
0.45 
0.47 
0.46 
0.50 
0.56 
0.61 
0.60 
0.29 
0.34 
0.20 
0.38 
0.36 
0.39 
0.38 
0.51 
0.56 
0.48 
0.48 
0.48 
0.46 
0.51 
0.55 
0.80 
0.29 
0.29 
0.25 
0.29 



13 
00 
10 
07 
.07 
08 
.10 
07 
.08 
.06 
.06 
0.11 
0.08 
0.06 
0.33 
0.16 
0.11 
0.87 
0.26 
0.31 
0.19 
0.16 
0.01 
0.00 
0.04 
0.04 
0.03 
0.03 
0.16 
0.02 
0.09 
0.09 
0.08 
0.10 
0.12 
0.06 
0.08 
0.11 
0.09 
0.10 
0.10 
0.12 
0.29 
0.20 
0.14 
0.26 
0.19 
0.40 
0.38 
0.39 
0.32 
0.46 
0.48 
0.45 
0.49 
0.57 
0.61 
0.59 
0.29 
0.35 
0.20 
0.3B 
0.36 
0.38 
0.38 
0.50 
0.57 
0.47 
0.48 
0.48 
0.47 
0.50 
0.54 
0.80 
0.29 
0.29 
0.26 
0.28 
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assxgn (segid 3A4 and resid 3\2 and nanio CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 3X2 and name CA 
assign (segid 3A4 and resid 312 and name CA 
5 assign (segid 3A4 and lesid 312 and name CA 
assign (segid 3A4 and cesid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
10 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
15 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
20 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
25 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
30 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and rosid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
35 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
40 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
45 assign (segid 3A4 and rosid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
50 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
55 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
60 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
65 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CA 
70 assign (segid 3A4 and resid 312 and name CA 
assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
75 assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
80 assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 
assign (segid 3A4 and resid 312 and name CB 



(segid 3A4 and resid 361 and name CA 
(segid 3A4 and resid 361 and name CB 
(segid 3A4 and resid 362 and name CA 
(segid 3A4 and resid 362 and name CB 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 362 and name CA 
(segid 3A4 and res id 362 and name CB 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 384 and name CA 
(segid 3A4 and resid 384 and name CB 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and res id 386 and name CA 
(segid 3A4 and resid 390 and name CA 
(segid 3A4 and resid 390 and name CB 
(segid 3A4 and reaid 391 and name CA 
(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 394 and name CA 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 396 and name CA 
(segid 3A4 and resid 396 and name CB 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 398 and name CA 
(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 399 and name CA 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 401 and name CA 
I segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 403 and name CA 
(segid 3A4 and res id 403 and name CB 
(segid 3A4 and resid 404 and name CA 
(segid 3A4 and resid 404 and name CB 
(segid 3A4 and resid 405 and name CA 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA 
(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name C8 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 415 and name CA 
(segid 3A4 and resid 425 and name CA 
(segid 3A4 and resid 426 and name CA 
(segid 3A4 and resid 427 and name CA 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 429 and name CA 
(segid 3A4 and resid 431 and name CA 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 435 and name CA 
(segid 3A4 and resid 436 and name CA 
(segid 3A4 and resid 437 and name CA 
(segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name W 
(segid 3A4 and resid 313 and name 0 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3a4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 



11.46 
12.72 
10.68 
11.76 
7.58 
7.13 
6-06 
8.92 
10.15 
8,14 
8.32 
10.79 
12.28 
13.49 
9.87 
12.47 
12.54 
15.31 
17.93 
18.31 
18.25 
16.72 
15.26 
19.12 
16.97 
14.12 
14.22 
15.54 
16.03 
17.03 
12.59 
12.04 
11.08 
11.30 
13.98 
15.41 
13.66 
13.88 
10.09 
11.25 
11.80 
14.56 
15.58 
13.61 
12.96 
11.46 
10.07 
14.14 
16.83 
17.39 
15.60 
14.65 
15.51 
14-47 
18.64 
17.61 
18.14 
16.33 
15.62 
16.17 
18.15 
18.25 
17.99 
13.06 
12.50 
13.20 
16.65 
17.82 
16.34 
18.58 
5.45 
4.50 
5.33 
5.26 
3.16 
6.41 
6.89 
6.78 
7.27 
5.57 
6.77 
6.55 
6.01 



0.34 

0.38 

0.24 

0.18 

0.14 

0.23 

0.17 

0.13 

0.12 

0.14 

0.16 

0.41 

0.27 

0.32 

0.31 

0.40 

0.46 

0.34 

0.41 

0.39 

0.37 

0.43 

0.42 

0.44 

0.50 

0.52 

0.61 

0.60 

0.55 

0.56 

0.57 

0.58 

0.55 

0.57 

0.50 

0.50 

0.52 

0.47 

0.53 

0.46 

0.43 

0.48 

0.47 

0.62 

0.76 



0.39 
0.40 
0.40 
0.36 
0.42 
0.27 
0.31 
0.50 
0.56 
0.40 
0.82 
0.76 
1.77 
1 .40 
0.98 
1.17 
0.69 
0.39 
0.76 
0.99 
1.07 
1.19 
0.88 
0.95 
0.76 
0.05 
0.07 
0.10 
0.26 
0.06 
0.08 
0.08 
0.05 
0.08 
0.05 
0.16 
0.13 

o.n 



0.35 

0.38 

0.25 

0.18 

0.14 

0.23 

0.17 

0.13 

0.13 

0.15 

0.16 

0.40 

0.27 

0.33 

0.32 

0.40 

0.46 

0.34 

0.42 

0.39 

0.38 

0.42 

0.42 

0.44 

0.49 

0.52 

0.61 

0.60 

0.54 

0.57 

0.56 

0.58 

0.54 

0.57 

0.50 

0.49 

0.52 

0.47 

0.54 

0.46 

0.44 

0.49 

0.48 

0.63 

0.75 

0.38 

0.40 

0.40 

0.36 

0.42 

0.27 

0.31 

0.51 

0.55 

0.40 

0.83 

0.76 

1.78 

1.39 

0.97 

1.18 

0.70 

0.40 

0.75 

0.99 

1.08 

1.20 

0.87 



0.94 
0.76 
0.05 
0.06 
0.10 
0.26 
0.07 
0.09 
0.08 
0.05 
0.07 
0.05 
0.15 
0.12 
0.10 



413 



assign (segid 3A4 and lesid 312 and name CB ) (segid 3A4 and resid 315 and name N ) 6.06 0.11 0.11 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 316 and name C ) 7.16 0.36 0.35 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 316 and name CA ) 6.62 0.24 0.24 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 316 and name N ) 5.95 0.17 0.16 
5 assign (segid 3A4 and resid 312 and name CB ) (segld 3A4 and resid 317 and name CA ) 8.64 0.36 0.35 
assign (segid 3A4 and resid 312 and name CB ) (segld 3A4 and resid 318 and name CA ) 10.09 0.S2 0.52 
assign (segid 3A4 and resid 312 and name CB ) (segld 3A4 and resid 318 and name CB ) 9.61 0.49 0.49 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 319 and name CA ) 13.27 0.49 0.49 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 319 and name CB ) 13.58 0.41 0.41 
10 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 346 and name CA ) 17.94 0.48 0.4B 
assign (segid 3A4 and resid 312 and name CB ) (segld 3A4 and resid 346 and name CB ) 18.39 0.51 0.51 
assign (segid 3A4 and resid 312 and name CB > (segid 3A4 and resid 347 and name CA ) 14.83 0.46 0.46 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 347 and name CB ) 14.21 0.50 0.51 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 348 and name CA ) 13.03 0.60 0.60 
15 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 349 and name CA ) 15.81 0.63 0.64 
assign (segid 3A4 and resid 312 and name CB > (segid 3A4 and resid 349 and name CB ) 17.24 0.63 0.62 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 350 and name CA > 15.66 0.27 0.27 
assign (segid 3A4 and resid 312 and name CB J (segid 3A4 and resid 350 and name CB ) 15.78 0.32 0.32 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 351 and name CA ) 12.22 0.18 0.18 
20 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 352 and name CA ) 13.66 0.40 0.39 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 352 and name CB ) 13.72 0.39 0.39 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 353 and name CA ) 16.95 0.39 0.38 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 353 and name CB ) 17.46 0.37 0.37 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 354 and name CA > 18.39 0.51 0.50 
25 assign (segid 3A4 and resid 312 and name CB > (segid 3A4 and resid 356 and name CA) 17.68 0-46 0.47 
assign (seqid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 3S6 and name CB > 17.06 0.46 0.47 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 357 and name CA ) 15.10 0.46 0.45 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 357 and name CB ) 13.73 0.50 0.50 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 358 and name CA) 17.13 0.55 0.55 
30 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 358 and name CB ) 17.90 0.80 0.80 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid -.359 and name CA ) 15.82 0.33 0.33 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 359 and name CB ) 15.90 0.34 0-34 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 360 and name CA ) 13.30 0.29 0.29 
assign (segid 3A4 and resid 312 and name CB ) (aegid 3A4 and resid 360 and name CB ) 14.08 0.31 0.31 
35 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 361 and name CA ) 12.74 0.43 0.44 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 361 and name CB ) 13.95 0.49 0.50 
assign (segid 3A4 and resid 312 and name CB > (segid 3A4 and resid 362 and name CA ) 11.80 0.32 0.33 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 362 and name CB ) 12.87 0.25 0.24 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 363 and name CA ) 8.50 0.22 0.22 
40 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 363 and name CB ) 7.66 0.33 0.33 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 363 and name CG ) 6.65 0.26 0.25 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 364 and name CA ) 9.74 0.14 0.15 
assign (segid 3A4 and resid 312 and name CB ) (aegid 3A4 and resid 364 and name CB } 11.07 0.14 0.14 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 365 and name CA ) 8.61 0.17 0.17 
45 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 365 and name CB ) 8.53 0.23 0.22 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 381 and name CA ) 11.94 0.39 0.39 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 382 and name CA ) 13.26 0.27 0.26 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 382 and name CB ) 14.52 0.33 0.32 
assign (segid 3A4 and resid 312 and name CB J (segid 3A4 and resid 383 and name CA ) 10.60 0-31 0.32 
50 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 384 and name CA ) 12.88 0.42 0.42 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 384 and name CB ) 12.86 0.47 0.47 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resxd 385 and name CA ) 15.95 0.36 0.35 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 386 and name CA J 18.66 0.42 0.41 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 390 and name CA ) 18.67 0.41 0.41 
55 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 390 and name CB ) 18.65 0.41 0.41 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 391 and name CA > 16.80 0.46 0.47 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 391 and name CB > 15.32 0.4 6 0.4 6 
assjgn (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 392 and name CA ) 18.99 0.47 0.48 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 393 and name CA ) 16.59 0.54 0.53 
60 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 394 and name CA ) 13.89 0.55 0.55 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 394 and name CB ) 14.14 0.61 0.61 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 395 and name CA ) 15.10 0.62 0.62 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 396 and name CA ) 15.29 0.S9 0.58 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 396 and name CB ) 16.29 0.59 0.60 
65 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 397 and name CA ) 11.84 0.60 0.60 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 397 and name CB ) 11.43 0.61 0.61 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 398 and name CA I 10.37 0.57 0.58 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 398 and name CB ) 10.76 0.60 0.59 
assign (segid 3A4 and resid 312 and name CB ) (segld 3A4 and resid 399 and name CA ) 13.04 0.55 0.54 
70 assign (segid 3A4 and resxd 312 and name CB ) (segid 3A4 and resid 399 and name CB ) 14.48 0.54 0.54 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 400 and name CA) 12.47 0.55 0.56 
assign (segid 3A4 and resid 312 and name CB ) (segld 3A4 and resid 400 and name CB) 12.72 0.51 0.50 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 401 and name CA ) 8.83 0.58 0.58 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 402 and name CA ) 10.08 0.50 0.50 
75 assign I segid 3A4 and resid 312 and name CB 1 (segid 3A4 and resid 402 and name CB ) 10.77 0.47 0.47 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 403 and name CA) 13.26 0.53 0.52 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 403 and name CB ) 14.28 0.51 0.52 
assign (segid 3A4 and rosxd 312 and name CB ) (segid 3A4 and resid 404 and name CA ) 12.15 0.65 0.65 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 404 and name CB ) 11.49 0.78 0.78 
80 assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 405 and name CA ) 10.02 0.40 0.40 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 405 and name CB ) 8.67 0.43 0.43 
assign (segid 3A4 and resid 332 and name CB ) (segid 3A4 and resid 406 and name CA ) 32.83 0.43 0.44 
assign (segid 3A4 and resid 312 and name CB ) (segid 3A4 and resid 407 and name CA ) 15.41 0.39 0.39 
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assign (segld 3A4 and resxd 312 and name CB 
assign (segxd 3A4 and resxd 312 and name CB 
assxgn (segxd 3A4 and resxd 312 end name CB 
assxgn (segld 3A4 and resxd 312 and name CB 
5 assign (segid 3A4 and resxd 312 and name CB 
assxgn (segxd 3A4 and rosxd 312 and name CB 
assxgn (segxd 3A4 and resxd 312 and name CB 
assign (segxd 3A4 and resxd 312 and name CB 
assxgn (segxd 3A4 and resxd 312 and name CB 
10 assxgn (segxd 3A4 and resxd 312 and name CB 
assign segxd 3A4 and resxd 312 and name CB 
assign (segxd 3A4 and resxd 312 and name CB 
assign (segxd 3A4 and resid 312 and name CB 
assign (segxd 3A4 and resid 312 and name CB 
15 assxgn (segxd 3A4 and resid 312 and name CB 
assxgn (segxd 3A4 and resid 312 and name CB 
assxgn (segxd 3A4 and resid 312 and name CB 
assxgn (segid 3A4 and resxd 312 and name CB 
assxgn (segid 3A4 and resxd 312 and name CB 
20 assxgn (segid 3A4 and resxd 312 and name CB 
assxgn (segxd 3A4 and resxd 312 and name CB 
assxgn (segid 3A4 and resxd 312 and name CB 
assxgn (segid 3A4 and resid 312 and name CB 
assign (segxd 3A4 and resxd 312 and name CB 
25 assxgn (segid 3A4 and resid 312 and name N 
assign (segxd 3A4 and resxd 312 and name N 
assxgn (segxd 3A4 and resxd 312 and name N 
assxgn (segxd 3A4 and resxd 312 and name N 
assign (segxd 3A4 and resxd 312 and name N 
30 assign (segxd 3A4 and resxd 312 and name M 
assign (segxd 3A4 and resxd 312 and name N 
assxgn (segxd 3A4 and resxd 312 and name N 
assign (segxd 3A4 and resxd 312 and name M 
assign (segxd 3A4 and resid 312 and name N 
35 assign (segxd 3A4 and resxd 312 and name N 
assign (segid 3A4 and resid 312 and name N 
assign (segid 3A4 and resxd 312 and name N 
assign (segxd 3A4 and resxd 312 and name N 
assign (segid 3A4 and resid 312 and name N 
40 assign (segid 3A4 and resid 312 and name N 
assign (segid 3A4 and resid 312 and name N 
assxgn (segid 3A4 and resid 312 and name N 
assign (segxd 3A4 and resid 312 and name N 
assign (segxd 3A4 and resxd 312 and name N 
45 assign (segxd 3A4 and resxd 312 and name N 
assign (segxd 3A4 and resxd 312 and name N 
assxgn (segxd 3A4 and resxd 312 and name N 
assxgn (segxd 3A4 and resid 312 and name N 
assign (segid 3A4 and resid 312 and name H 
50 assign (segid 3A4 and resid 312 and name N 
assign (segxd 3A4 and resxd 312 and name N 
assxgn (segxd 3A4 and resxd 312 and name N 
assign (segxd 3A4 and resxd 312 and name N 
assign (segxd 3A4 and resxd 312 and name N 
55 assign (segid 3A4 and resid 312 and name N 
assxgn (segid 3A4 and resxd 312 and name N 
assxgn (segxd 3A4 and resxd 312 and name M 
assxgn (segxd 3A4 and resxd 312 and name O 
assxgn legxd 3A4 and resxd 312 and name O 
60 assxgn (segxd 3A4 and resxd 312 and name O 
assign (segxd 3A4 and resxd 312 and name O 
assxgn (segxd 3A4 and resxd 312 and name O 
assxgn (segxd 3A4 and resxd 312 and name O 
assxgn (segxd 3A4 and resxd 312 and name O 
65 assxgn (segxd 3A4 and resxd 312 and name O 
assxgn (segxd 3A4 and resxd 312 and name O 
assign (segxd 3A4 and resxd 312 and name O 
assxgn (segid 3A4 and resxd 312 and name O 
assxgn (segxd 3A4 and resid 312 and name O 
70 assign (segid 3A4 and resid 312 and name O 
assign (segid 3A4 and resid 312 and name O 
assign (segxd 3A4 and resid 312 and name O 
assign (segxd 3A4 and resid 312 and name O 
assxgn (segxd 3A4 and resid 312 and name O 
75 assxgn (segid 3A4 and resid 312 and name O 
assxgn (segid 3A4 and resid 312 and name O 
assxgn (segid 3A4 and resid 312 and name O 
assxgn (segid 3A4 and resid 312 and name O 
assxgn (segxd 3A4 and resid 312 and name O 
80 assign (segxd 3A4 and resxd 312 and name O 
assxgn (segxd 3A4 and resid 312 and name O 
assign (segid 3A4 and resid 312 and name O 
assign (segid 3A4 and resid 312 and name O 



(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resxd 408 and name CA ) 
(segid 3A4 and resxd 408 and name CB ) 
(segxd 3A4 and resid 409 and name CA ) 
(segxd 3A4 and resid 409 and name CB ) 
(segxd 3A4 and resid 410 and name CA ) 
(segxd 3A4 and resxd 411 and name CA ) 
(segxd 3A4 and resid 412 and name CA ) 
(segxd 3A4 and resxd 414 and name CA ) 
(segxd 3A4 and resxd 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segxd 3A4 and resxd 425 and name CA J 
(segxd 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resxd 429 and name CA ) 
(segxd 3A4 and resxd 431 and name CA J ----- 
(segxd 3A4 and resid 433 and name CA ) 13.15 
(segxd 3A4 and resxd 434 and name CA ) 12.26 
(segxd 3A4 and resxd 435 and name CA ) 12.71 
(segid 3A4 and resxd 436 and name CA ) 16.11 
(segxd 3A4 and resxd 437 and name CA ) 17.09 
(segxd 3A4 and resxd 438 and name CA ) 15.50 
(segxd 3A4 and resid 439 and name CA ) 18.10 
(segid 3A4 and resid 440 and name CA > 17.53 
[ segid 3A4 and resxd 312 and name C ) 
(segxd 3A4 and resxd 312 and name CA ) 
I segxd 3A4 and resxd 312 and name CB ) 
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15.95 

14.34 

13.19 

14.21 

13.23 

17.36 

19.10 

18.19 

16.55 

17.25 

18.27 

16.16 

15.56 

16.13 

18.44 

18.24 



0.44 
0.27 
0.29 
0.49 
0.56 
0.40 
0.41 
0.54 
0.72 
0.60 
0.82 
1.61 
1.23 
1.02 
0.82 
0.43 
0.80 
0.97 
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(segxd 3A4 and resxd 312 and name O . 
(segxd 3A4 and resxd 313 and name C ) 
(segxd 3A4 and resxd 313 and name CA } 
(segxd 3A4 and resxd 313 and name CB ) 
(segxd 3A4 and resxd 313 and name CG 
(segxd 3A4 and resxd 313 and name N 
(segxd 3A4 and resxd 313 and name O 
(segxd 3A4 and resid 314 and name C 
(segxd 3A4 and resxd 314 and name CA 
(segxd 3A4 and resxd 314 and name CB ) 
(segxd 3A4 and resxd 314 and name CG ) 
(segxd 3A4 and resxd 314 and name M ) 
(segid 3A4 and resxd 314 and name 0 ) 
(segxd 3A4 and resxd 315 and name C ) 
(segxd 3A4 and resxd 315 and namo CA } 
(segid 3A4 and resxd 315 and name CB ) 
(segxd 3A4 and resxd 315 and name N ) 
(segid 3A4 and resxd 315 and name 0 ) 
(segxd 3A4 and resxd 316 and name CA ) 
(segxd 3A4 and resxd 316 and name N ) 
(segxd 3A4 and resxd 363 and name C ) 
(segxd 3A4 and resxd 363 and name CA ) 
(segxd 3A4 and tesxd 363 and name CB ) 
(segid 3A4 and resxd 363 and name CG ) 
(segid 3A4 and resxd 364 and name C 
(segid 3A4 and resxd 364 and name N ) 
(segxd 3A4 and resxd 364 and name O ) 
(segxd 3A4 and resid 365 and name CA ) 
(segxd 3A4 and resid 365 and name CB ) 
(segid 3A4 and resxd 365 and name N ) 
(segxd 3A4 and resxd 312 and name CB ) 
I segid 3A4 and resxd 313 and name C ) 
(segid 3A4 and resxd 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segxd 3A4 and resxd 313 and name CG 
(segxd 3A4 and resxd 313 and name N 
(segxd 3A4 and resxd 313 and name O 
[segxd 3A4 and resxd 314 and name C 
(segxd 3A4 and resxd 314 and name CA 
(segxd 3A4 and resxd 314 and name CB 
(segid 3A4 and resxd 314 and name CG ) 
[segxd 3A4 and resid 314 and name N ) 
segxd 3A4 and resxd 314 and name O 
(segxd 3A4 and resxd 315 and name C 
segxd 3A4 and resid 315 and name CA 
segxd 3A4 and resxd 315 and name CB 
segxd 3A4 and resid 31S and name N > 
(segxd 3A4 and resxd 315 and name O 
(segxd 3A4 and resxd 316 and namo C 
segxd 3A4 and resxd 316 and name CA 
segid 3A4 and resid 316 and namo H 
segid 3A4 and resid 316 and name O 
segid 3A4 and resid 317 and name C 
(segid 3A4 and resxd 317 and name CA 
segid 3A4 and resid 317 and name N 
slgxd 3A4 and resid 317 and name O 



2.45 
1.45 
2.45 
3.48 
4.66 
4.21 
4.99 
5.48 
2.81 
5-81 
5.57 
5.24 
5.31 
6.69 
4.21 
6.74 
6.29 
5.57 
5.08 
4.78 
7.50 
6.95 
5.85 
7.69 
7.28 
7.05 
5.95 
7.36 
7.33 
7.22 
6.98 
7.26 
7.27 
3.28 
3.06 
2.77 
4.25 
4.90 
2.25 
3.66 
4.16 
4.42 
5.41 
6.65 
3.45 
4.94 
3.88 
4.00 
4.13 
3.52 
5.04 
4.09 
3.67 
2.91 
4.45 
6.47 
5.56 
4.58 
7.35 



0.45 
0.26 
0.29 
0.49 
0.56 
0.40 
0.41 
0.53 
0.73 
0.59 
0.82 
1.60 
1.23 
1.01 
0.B3 
0.43 
0.79 
0.96 
1.01 
1.12 
0.77 
0.86 
0.81 
0.67 
0.02 
0.02 
0.02 
0.04 
0.05 
0.04 
0.06 
0.12 
0.04 
0.08 
0.07 
0.05 
0.08 
0.11 
0.03 
0.06 
0.13 
0.13 
0.19 
O.U 
0.12 
0.19 
0.15 
0.07 
0.13 
0.22 
0.20 
0.13 
0.11 
0.20 
0.13 
0.14 
O.09 
0.06 
0.07 
0.06 
0.06 
0.13 
0.03 
0.15 
0.05 
0.05 
0.05 
0.08 
0.05 
0.07 
0.06 
0.07 
0.12 
0.07 
0.07 
0.32 
0.16 
0.10 
0.81 
0.21 
0.25 
0.16 
0.31 



01 
12 
,76 
.87 
.81 
.67 
.02 
.02 
0.02 
0.04 
0.05 
0.04 
0.05 
0.12 
0.03 
0.07 
0.07 
0.05 
0.08 
0.11 
0.04 
0.06 
0.12 
0.13 
0.19 
0.10 
0.12 
0.19 
0.15 
0.07 
0.14 
0.23 
0.21 
0.12 
0.12 
0.21 
0.13 
0.14 
0.08 
0.05 
0.07 
0.05 
0.05 
0.13 
0.03 
0.15 
0.05 
0.05 
0.05 
0.07 
0.06 
0.07 
0.05 
0.06 
0.12 
0.07 
0.07 
0.31 
0.16 
0.10 
0.81 
0.21 
0.26 
0.17 
0.31 



415 



assign (segid 3A4 and resld 312 and name O 
assign (segid 3A4 and resid 312 and name o 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
% 5 assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 

10 assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 

15 assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name c 
assign (segid 3A4 and resid 313 and name c 
assign (segid 3A4 and resld 313 and name C 
assign (segid 3A4 and resid 313 and name C 

20 assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 

25 assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 

30 assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and resid 313 and name C 
assign (segid 3A4 and re* id 313 and name C 
assign (segid 3A4 and resid 313 and name C 

35 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 

40 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and res id 313 and name CA 
assign (segid 3A4 and res id 313 and name CA 

45 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4* and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 

50 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 

55 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 

60 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 

65 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 

70 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 

75 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
80 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resjd 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 



(segid 1A4 and resid 318 and name N 
(segid 3A1 and resid 363 and name CG 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name O 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and res id 315 and name N 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 317 and name O 
(segid 3A4 and resid 318 and name H 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name N 
(segid 3A4 and resid 383 and name C 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 383 and name O 
(segid HEM and resid 1 and name CMB 
(segid 3A4 and resid 313 and name C 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name O 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3a4 and resid 314 and name CB 
(begid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name H 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name NT 
(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 318 and name N 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 322 and name CA 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and resid 354 and name CA 
(segid 3A4 and resid 354 and name CB 
(segid 3A4 and resid 355 and name CA 



6.58 
7.37 
2.49 
3.91 
1.24 
3.08 
2.44 
3.72 
4.98 
1.34 
3.79 
4.83 
4.69 
5.S4 
3.50 
5.85 
4.69 
5.01 
4.24 
5.18 
6.00 
4.74 
4.37 



7.03 
6.18 
7.49 
7.22 
7.27 
7.37 
6.69 
5.60 
6.08 
7.08 
7.24 
1.52 

I. 53 
2.60 
2.38 
4.44 
3.84 
4.92 
6.30 
2.47 
5.21 
5.67 
5.63 
6.21 
4.56 
6.76 
5.09 
5.40 
4.81 
5.34 
6.39 
5.37 
5.03 
7.49 
7.32 
6.30 
9.83 
9.95 

19.38 
19.29 
19.42 
16.46 
16.25 
14.08 
14.72 
10.71 
9.97 
9.61 
12.60 
13.97 
12.05 

II. 91 
6.99 

11.35 
11.55 
14.36 
14.59 
16.52 
17.67 
18.21 



0.35 

0.25 

0.01 

0.09 

0.02 

0.06 

0.02 

0.03 

0.04 

0.02 

0.08 

0.13 

0.12 

0.15 

0.12 

0.15 

0.23 

0.11 

0.12 

0.70 

0.20 

0.26 

0.26 

0.25 

0.27 

0.16 

0.39 

0.33 

0.31 

0.43 

0.39 

0.37 

0.40 

0.45 

0.00 

0.01 

0.09 

0.02 

0.04 

0.04 

0.06 

0.06 

0.04 

0.08 

0.10 

0.08 

0.12 

0.07 

0.11 

0.34 

0.13 

0.11 

0.9O 

0.38 

0.46 

0.30 

0.43 

0.46 

0.43 

0.40 



35 
24 
02 
09 
02 
06 
02 
0.04 
0.03 
0.01 
0.08 
0.13 



12 
15 
11 
16 
24 
0.10 
0.12 
0.69 
0.19 
0.26 
0.25 
0.25 
0.28 
0.18 
0.39 
0.32 
0.31 
0.42 
0.39 
0.36 
0.39 
0.45 
0.01 
0.00 
0.09 
0.02 
0.04 
0.03 



07 
07 
04 
07 
09 
08 
12 
0.08 
0.11 



33 
42 
43 
37 
57 
80 
0.44 
0.44 
0.43 
0.47 
0.54 
0.56 
0.51 
0.27 
0.33 
0.19 
0.37 
0.38 
0.32 
0.31 
0.39 
0.45 
0.32 



35 
14 
12 
90 
38 
45 
0.30 
0.43 
0.45 
0.42 
0.41 
0.32 
0.41 
0.43 
0.38 
0.57 
0.79 
0.13 
0.44 
0.43 
0.47 
0.54 
0.55 
0.51 
0.26 
0.33 
0.19 
0.36 
0.39 
0.32 
0.30 
0.40 
0.45 
0.33 
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=5 as s s ss s s = a : tss s s =s s s = s : as 

^ _ _ . • j -ill .n/l nanto PA 



10 



15 



20 



assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
(segid 3A1 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CA ) 
(segad 3A4 and resid 313 and name CA ) 
( segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA ) 

assign (segid 3A4 and resid 313 and name CA isegia « — -~ — ~ - u 2g 
assign (segid 3A4 and resid 313 and name CA segid 3A4 and name CA ) 8.26 

SS5 K £S S3 SSS SS S SS S i !=Sd 3A4 and resid 332 and name CA > 



(segid 3A4 and resid 356 and name CB ) 14.37 
(segid 3A4 and resid 357 and name CA ) 13.49 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
and resid 361 and name CB ) 
and resid 362 and name CA ) 
and re3id 362 and name CB ) 
and resid 363 and name CA ) 
and resid 363 and name CB ) 
and resid 364 and name CA ) 
and resid 364 and name CB ) 



0.29 
0.38 
0.39 
0.36 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



12.07 
16.37 
17.33 
15.70 
16.15 
12.50 
12.84 
12.75 
13.97 
12.91 
14.03 
10.47 
10.31 
11.74 
12.73 



0.29 
0.38 
0.39 
0.35 
0.41 
0.54 
0.76 
0.18 
0.16 
0.20 
0.26 
0.21 
0.23 
0.18 
0.14 



(segid 3A4 and resid 365 and name CA ) 10.88 



25 



30 



assign iscuj.«-> , 

assign (segid 3A4 and resid 313 and name CA 

assign (segid 3A4 and resid 313 and name CA 

assign (segid 3A4 and resid 313 and name CA 

assign (segid 3A4 and resid 313 and name CA 

assign (segid 3A4 and resid 313 and name CA ) 

assign (segid 3A4 and resid 313 and name CA 



(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name C ) 
(segid 3A4 and resid 383 and name CA ) 
{segid 3A4 and resid 383 and name N ) 
(segid 3A4 and resid 383 and name 0 ) 
(segid 3A4 and resid 384 and name CA ) 



35 



assign (segid 3A4 and resid 313 ana name — ~~ — - ^ naffie ^ , 

assign (segid 3A4 and resid 313 and name CA J segia » CA ) 

assign (segid 3A4 and resid 313 and name CA segid 3A4 and resi ^ 

assign (segid 3A4 and resid 313 and name CA segid 3A4 and resid ^ ^ ) 

assign (segid 3A4 and resid 313 and name CA segid a ^ ^ ) 

ISIS \llHt £? S3 SSS SS 3 an d d = S ! S 3A4 and resid 389 and name CB , 
assign 



8.92 
10.17 
6.97 
6.14 
6.79 
7.24 
8.70 
8.90 
11.54 
14.31 
17.77 
17.83 
18.06 



(segid 3A4 and resid 313 and name CA segio ^ ™ ~j - naroe ca J 14.59 

(segid 3A4 and resid 313 and name CA segid 3A4 an ^ ^ CB ) 14.61 



lieyiw s»..»- — ■ - 

assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
40 assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
assign (*>egid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
45 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
as"gn (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
50 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
55 assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA > 
assign (segid 3A4 and resid 313 and name CA > 
assign (segid 3A4 and resid 313 and name CA ) 
60 assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA I 
65 assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA J 
70 assign (segid 3A4 and resid 313 and name CA > 
assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA | 
assign (segid 3A4 and resid 313 and name ca } 
75 assign (segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA j 
assign (segid 3A4 and resid 313 and name ca 
assign (sogid 3A4 and iesid 313 and name ca j 
80 assign (segid 3A4 and resid 313 and name ca > 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
assign (segid 3A4 and resid 313 and name CA ) 



|3i:yAu ««■»- - 

(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 



14.61 
13.1? 
11.70 
15.80 
17.09 
14.03 
11.20 
11.17 
13.29 



9.79 
13.18 
14.43 
13.12 
13.07 
10.17 
11-91 
12.24 
15.25 
15.97 

14-67 



(segid 3A4 and resid 396 and name CA ) 14.06 
(segid 3A4 and resid 396 and name CB ) 14.94 
(segid 3A4 and resid 397 and name CA ) 10.62 
(segid 3A4 and resid 397 and name CB ) 9.71 
(segid 3A4 and resid 398 and name CA ) 9.70 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 13.85 
(segid 3A4 and resid 405 and name CA > 13.35 
(segid 3A4 and resid 405 and name CB ) 12.04 
(segid 3A4 and resid 406 and name CA ) 16.06 
(segid 3A4 and resid 407 and name CA ) 18 - £4 
(segid 3A4 and resid 408 and name CA ) 17.99 
(segid 3A4 and resid 408 and name CB ) 16.84 
(segid 3A4 and resid 409 and name CA ) 18.28 
(segid 3A4 and resid 409 and name CB ) l 7 -33 
(segid 3A4 and resid 425 and name CA ) 17.52 
(segid 3A4 and resid 426 and name CA ) 16.10 
(segid 3A4 and resid 427 and name CA ) 15.92 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA J 
(segid 3A4 and resid 431 and name CA > 
(segid 3A4 and resid 433 and name CA ) 11.72 
(segid 3A1 and resid 434 and name CA ) 11.97 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA J 



17.38 
16.94 
17.20 
15.61 



41 
54 
76 
19 
17 
0.19 
0.26 
0.22 
0.24 
0.18 
0.15 
0.13 
0.18 
0.09 
0.09 
0.17 
0.16 
0.30 
0.24 
0.28 
0.34 
0.29 
0.25 
0.33 
0.40 
0.46 
0.32 
0.37 
0.26 
0.47 
0.56 
0.39 
0.38 
0.42 
0.43 
0.45 
0.49 
0.51 
0.55 
0.65 
0.62 
0.56 
0.59 
0.58 
0-60 
0.54 
0.58 
0.53 
0.52 
0.54 
0.51 
0.54 
0.45 
0.46 
0.49 
0.48 
0.57 
0.68 
0.38 
0.39 
0.44 
0.39 
0.24 
0.24 
0.49 
0.57 
1.64 
1.57 
0.76 
1.19 
0.80 
1.11 
0.66 
0.58 
0.31 
0.96 
1.07 
0.81 
0.83 



13.67 
17.10 
18.86 
18.06 



13 
18 
10 
09 
.18 
.17 
0.31 
0.23 
0.27 
0.33 
0.30 
0.25 
0.33 
0.41 
0.47 
0.32 
0.37 
0.27 
0.47 
0.55 
0.39 
0.38 
0.43 
0.42 
0.45 
0.49 
0.51 
0.54 
0.64 
0.62 
0.57 
0.59 
0.57 
0.60 
0.55 
0.58 
0.53 
0.52 
0.54 
0.50 
0.S4 
0.46 
0.45 
0.50 
0.49 
0.57 
0.68 
0.38 
0.39 
0.44 
0.40 
0.25 
0.24 
0.49 
0.57 
1.64 
1.56 
0.76 
1.19 
0.80 
1.12 
0.66 
0.57 
0.92 
0.96 
1.06 
0.81 
0.82 
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assign 
assign 



assign 
assign 



assign {segid 3A4 and res id 313 and name CA 
assign (segid 3A4 and resid 313 and name CA 
(5 eg id 3A4 and re sad 313 and name CB 
(segid 3A4 and res id 313 and name CB 
assign {segid 3A4 and res id 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and cesid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and res id 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and res id 313 and name CB 
assign I segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign I segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segxd 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and reaid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 



(segid HEM and resid 1 and name CBB 
(segid HEM and resid 1 and name CNB 
(segid 3A4 and xesid 313 and name CG 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name N 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 318 and name CB 
(seqid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 322 and name CA 
1 segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 34 6 and name CA 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and resid 354 and name CA 
(segid 3A4 and resid 354 and name CB 
(segid 3A4 and resid 355 and name CA 
(segid 3A4 and resid 355 and name CB 
(segid 3A4 and resid 356 and 'name CA 
(segid 3A4 and resid 356 and name CB 
(segid 3A4 and resid 357 and name CA 
(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 358 and name CA 
(segid 3A4 and resid 359 and name CA 
(segid 3A4 and resid 359 and name CB 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name CB 
(segid 3A4 and resid 361 and name CA 
(segid 3A4 and resid 361 and name CB 
(segid 3A4 and resid 362 and name CA 
(segid 3A4 and resid 362 and name CB 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 364 and name CA 
(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name CA 
(segid 3A4 and resid 382 and name CB 
(segid 3A4 and resid 383 and name C 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 383 and name O 
(segid 3A4 and resid 384 and name CA 
(segid 3A4 and resid 384 and name CB 
(segid 3A4 and resid 384 and name CD1 
(segid 3A4 and resid 384 and name CG 
(segid 3A4 and resid 384 and name N 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 386 and name CA 
(segid 3A4 and resid 387 and name CA 
(segid 3A4 and resid 368 and name CA 
(segid 3A4 and resid 389 and name CA 
(segid 3A4 and resid 389 and name CB 
(segid 3A4 and resid 390 and name CA 



6.99 
6.73 

I. 56 
5.52 
4.58 
5.50 
6.87 
3.27 
6.25 
7.11 
7.01 
7.61 
5.82 
6.35 
6.82 
6.30 
7.16 
6.20 
6.14 
8.07 
7.78 

10.01 
9.90 
19.20 
16.49 
16.15 
14.40 
15.17 
10.88 
10.02 
10.30 
13.27 
14.60 
12.36 
12.05 
9.47 
12.19 
12.52 
14.94 
15.03 
17.18 
18.40 
18.60 
19.29 
15.50 
14.52 
13.94 
12.59 
17.05 
16.65 
17.10 
13.49 
13.78 
14.02 
15.27 
14.12 
15.16 

II. 63 
11.53 
12.54 
13.50 
11.31 
11.69 

7.84 
7.52 
8.36 
9.72 
6.23 
5.60 
6.20 
6.61 
7.67 
7.68 
6.29 
6.70 
6.73 
10.73 
13.39 
16.77 
18.74 
16.81 
17.14 
13.46 



0.53 

0.45 

0.08 

0.07 

0.06 

0.08 

0.08 

0.06 

0.10 

0.11 

0.09 

0.12 

0.09 

0.35 

0.14 

0.13 

0.49 

0.54 

0.35 

0.53 

0.59 

0.48 

0.40 

0.43 

0.59 
0.84 
0.40 
0.38 
0.40 
0.45 
0.49 
0.49 
0.43 
0.26 
0.34 
0.22 
0.37 
0.39 
0.31 
0.30 
0.37 
0.42 
0.29 
0.26 
0.36 
0.36 
0.33 
0.40 
0.58 
0.18 
0.15 
0.19 
0.25 
0.21 
0.23 
0.18 
0.13 
0.11 
0.18 
0.08 
0.09 
0.20 
0.21 
0.21 
0.20 
0.17 
0.21 
0.30 
0.25 
0.19 
0.33 
0.39 
0.44 
0.76 
0.48 
0.34 
0.30 
0.34 
0.26 
0.31 
0.46 
0.55 
0.38 



0-53 
0.45 
0.09 
0.06 
0.05 
0.08 
0.08 
0.05 
0.09 
0.11 
0.09 
0.13 
0.09 
0.36 
0.15 
0.12 
0.48 
0.54 
0.35 
0.53 
0.59 
0.46 
0.39 
0.44 
0.60 
0.84 
0.39 
0.38 
0.40 
0.44 
0.50 
0.49 
0.43 
0.26 
0.35 
0.23 
0.36 
0.38 
0.31 
0.31 
0.38 
0.42 
30" 
26 
36 
36 
,32 
39 



0.58 

0.17 

0.16 

0.18 

0.24 

0.20 

0.23 

0.17 

0.14 

0.11 

0.17 

0.07 

0.09 

0.19 

0.21 

0.21 

0.20 

0.17 

0.21 

0.30 

0.24 

0.19 

0.33 

0.39 

0.45 

0.77 

0.49 

0.33 

0.31 

0.34 

0.25 

0.32 

0.47 

0.56 

0.38 
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assign (segid 3A4 and resid 313 and name CB , (segxd 3A4 and raaad 390 and name CB , «.« 
assign (segxd 3A4 and resxd 313 and name CB segxd » ^ naBe 



assign (segia ana ™ 'Z~ rR , 

assign (segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resxd 313 and name CB 
D assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
10 assign (segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
15 assign segid 3A4 and resid 313 and name CB 
IS segid 3A4 and resid 313 and name CB 
assign segid 3A4 and tesid 313 and name CB 
assign Isegid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
20 assign segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
{segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB ) 
assign segid 3A4 and resid 313 and name CB 
25 assign (segid 3A4 and resid 313 and name CB 
Z assign segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB ) 
assxgn (segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
30 assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
alsign segid 3A4 and resid 313 and name CB 
alsign selid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
35 assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
assign selid 3A4 and resid 313 and name CB 
tssign selid 3A4 and resid 313 and name CB 
40 assign segid 3A4 and resid 313 and name CB 
assign {segid 3A4 and resid 313 and name CB 
assign (segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
assign segid 3A4 and resid 313 and name CB 
45 assign segid 3A4 and resid 313 and name CG 
assign segid 3A4 and resid 313 and name CG 
assign segid 3A4 and resid 313 and name CG 
assign segid 3A4 and resid 313 and name CG 
assign segid 3A4 and resid 313 and name CG 
50 assign segid 3A4 and resid 313 and name CG 
assign segid 3A4 and resid 313 and name CG 
assign segid 3A4 and resid 313 and name CG 
assign slgid 3A4 and resid 313 and name CG 
alsig" segid 3A4 and resid 313 and name CG 
55 assign \ltU 3A4 and resid 313 and name CG 
assxan (segid 3A4 and resid 313 and name CG I 
as"gn segxd 3A4 and resid 313 and name CG 
assxgn segxd 3A4 and resid 313 and nane CG 
assxgn segxd 3A4 and resid 313 and nane CG 
60 assxgn segxd 3A4 and resid 313 and name CG ) 
assxgn segxd 3A4 and resid 313 and name CG 
assign segxd 3A4 and resid 313 and name CG 
assxgn segxd 3A4 and resid 313 and name CG 
assign segid 3A4 and resid 313 and name CG 
65 assxgn segxd 3A4 and resid 313 and name CG 
aasxcn segxd 3A4 and reaid 313 and name CG 
assign segid 3A4 and resxd 313 and name CG 
assxgn segld 3A4 and resxd 313 and name CG I 
assign segld 3A4 and resxd 313 and name CG 
70 assxgn segid 3A4 and resxd 313 and name N 
assign aegld 3A4 and resxd 313 and name H 
assxgn segid 3A4 and resxd 313 and name H 
assign segid 3A4 and resxd 313 and name M 
as"gn segid 3A4 and resxd 313 and name H 
75 assxgn (segid 3A4 and resid 313 and name N 
assxgn (segid 3A4 and resid 313 and name H 
assign segid 3A4 and resid 313 and name N 
assign (aegld 3A4 and resid 313 and name N 
asaxgn (segid 3A4 and resid 313 and name N 
80 assign (segxd 3A4 and resid 313 and name N 
assxan (segxd 3A4 and reaid 313 and name N 
assl n {segid 3A4 and resid 313 and name N 
assign (segid 3A4 and resid 313 and name N 



(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA > 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA > 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and lesid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 17.56 
(segid 3A4 and resid 427 and name CA 17.01 
(segid 3A4 and resid 429 and name CA ) 17.79 
(segid 3A4 and resid 431 and name CA ) 16.01 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and reaid 435 and name CA > 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CBB) 
(segid HEM and xesid 1 and name CMB) 
(segid 3A4 and resid 314 and name C ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 314 and name N ) 
(segid 3A4 and resid 314 and name O ) 
(segid 3A4 and resid 315 and name N ) 
(segid 3A4 and resid 316 and name C ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name N ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 383 and name C ) 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 383 and name N ) 
(segid 3A4 and resid 383 and name O 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CD2) 
(segid 3A4 and resid 384 and name CG > 
(segid 3A4 and resid 384 and name N ) 
(segid 3A4 and resid 398 and name CG 
segid HEM and resid 1 and name C2B) 



10.53 
14.51 
15.84 
12.77 
9.79 
9.72 
11.85 
12.82 
13.73 
9.51 
8.58 
8.49 
8.47 
12.08 
13.28 
12.31 
12.28 
9.60 
11.27 
11.44 
14.64 
15.28 
14.38 
13.60 
13.29 
12.00 
15.82 
18.46 
18.69 
18.10 
17.02 
18.50 



1 and name C3B) 
1 and name CAB) 
1 and name CBB) 
1 and name CMB) 



(segid HEM and resid 
(segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid - — - 

segid 3A4 and resid 313 and name C 
segid 3A4 and resid 313 and name CA 
segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 313 and name O 
segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
segid 3A4 and resid 314 and name CB 
segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 314 and name H 
segid 3A4 and resid 314 and name O 
segid 3A4 and resid 315 and name C 
segid 3A4 and resid 315 and name CA 
segid 3A4 and resid 315 and name CB ) 



0.36 
0.44 
0.44 
0.47 
0.51 
0.52 
0.55 
0.64 
0.63 
0.57 
0.59 
0.58 
0.60 
0.56 
0.59 
0.54 
0.54 
0.52 
0.4B 
0.52 
0.47 
0-47 
0.49 
0.48 
0.53 
0.62 
0.37 
0.39 
0.45 
0.40 
0.42 
0.23 
0.21 
0.46 
0.57 
0.72 
0.90 
0.81 
0.57 
0.90 
0.92 
0.50 
0.60 
0.49 
0.13 
0.11 
0.09 
0.11 
0.14 
0.15 
0.40 
0.16 
0.16 
0.70 
0.42 
0.27 
0.27 
0.23 
0.34 
0.49 
0.55 
0.35 
0.21 
0.67 
0.39 
0.40 
0.40 
0.54 
0.43 
0.04 
0.02 
0.01 
0.13 
0.04 
0.05 
0.06 
0.09 
0.09 
0.05 
0,06 
0.05 
0.05 
0.11 



12.56 
12.90 
14.73 
7.32 
6.34 
6.14 
6.95 
6.09 
6.97 
4.72 
7.68 
7.11 
7.11 
7.59 
7.24 
7.06 
7.05 
6.76 
6.43 
7.17 
6.98 
6.01 
6.20 
6.51 
7.16 
6.28 
6.75 
6.91 
6.31 
5.25 
5.80 
2.45 
1.47 
2.45 
3.12 
3.53 
4.71 
4.20 
4.98 
6.45 
2.78 
5.68 
5.68 
5.45 
5.66 



0.37 
0.43 
0.44 
0.46 
0.50 
0.52 
0.55 
0.65 
0.63 
0.56 
0.59 
0.57 
0.61 
0.56 
0.59 
0.55 
0.53 
0.53 
0.48 
0.52 
0.46 
0.48 
0.50 
0.48 
0.54 
0.62 
0.38 
0.39 
0.45 
0.40 
0.42 
0.24 
0.21 
0.48 
0.58 
0.72 
0.89 
0.82 
0.58 
0.90 
0.92 
0.51 
0.60 
0.50 
0.12 
0.11 
0.10 
0.12 
0.14 
0.15 
0.41 
0.16 
0.15 
0.70 
0.43 
0.26 
0.27 
0.24 
0.34 
0.49 
0.54 
0.36 
0.20 
0.66 
0.38 
0.40 
0.39 
0.53 
0.43 
0.03 
0.01 
0.02 
0.13 
0.04 
0.04 
0.06 
0.09 
0.10 
0.06 
0.06 
0.06 
0.05 
0.11 
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assign (segid 3A4 and resid 313 and name N 
assign (6 eg Id 3A4 and res id 313 and name N 
assign (segld 3A4 and resid 313 and name N 
assign {segid 3A1 and resid 313 and name N 
assign (segid 3A4 and resid 313 and name N 
assign (segid 3A4 and resid 313 and name N 
assign (segid 3A4 and res id 313 and name N 
assign (segid 3a4 and resid 313 and name N 
assign (segid 3A4 and resid 313 and name N 
assign (segid 3A4 and resid 313 and name N 
assign {segid 3A4 and resid 313 and name 0 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign ( segid' 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name 0 
assign (segid 3A4 and resid 333 and name O 
assign (segid 3A4 and resid 313 and name 0 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assiqn (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name 0 
assign (segid 3A4 and resid 313 and name 0 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name o 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 313 and name O 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and rasid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name C 
assign (segid 3A4 and resid 314 and name CA 
assign (segid 3A4 and tesid 314 and namp CA 
assign (segud 3A4 and xesid 314 and name CA 
assign (sogid 3A4 and resid 314 and name CA 
assign (segid 3A4 and resid 314 and name CA 
assign (sogid 3A4 and resid 314 and name CA 



(segid 3A4 and resid 315 and name N 
(sogid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name H 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 313 and name CG 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name M 
(segid 3A4 and resid 314 and name O 
(segld 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and res id 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and re3id 316 and name N 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 317 and name O 
(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 318 and name N 
(segid 3A4 and resid 319 and name N 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 351 and name O 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name N 
(segid 3A4 and resid 382 and name O 
(segid 3A4 and resid 383 and name C 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 383 and name O 
(segid 3A4 and resid 384 and name N 
(segid HEM and resid 1 and name CMB 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name O 
(segid 3A4 and resid 315 and name C 
(segid 3A4 and resid 315 and name CA 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and res id 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 317 and name 0 
(segid 3A4 and resid 318 and name N 
(segid 3A4 and resid 347 and name 0 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 348 and name O 
(segid 3A4 and resid 351 and name C 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 351 and name N 
(segid 3A4 and resid 351 and name O 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 352 and name CG 
(segid 3A4 and resid 352 and name N 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 383 end name CA 
(segid 3A4 and resid 314 and name C 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name O 
(segld 3A4 and resid 313 and name C 
(segid 3A4 and resid 315 and name CA 



4.44 
6.87 
5.70 
5.66 
4.88 
5.96 
7.45 
6.44 
5.86 
7.54 
3.19 
4.53 
3.09 
2.75 
4.22 
5.21 
2.24 
3.40 
4.66 
4.80 
5.89 
3.78 
5.51 
4.03 
4.61 
4.08 
4.57 
4.98 
3.68 
3.48 
5.99 
6.64 
6-93 
5.27 
7.39 
6.98 
7.55 
7.12 
6-59 
6-92 
7.14 
6.02 
4.88 
5.48 
6-33 
6.94 
6.74 
2.48 
3.00 
1.24 
3.10 
2.44 
3.71 
1.34 
3.90 
4.82 
4.67 
3.48 
5.69 
6.5B 
5.15 
4.39 
7.25 
7.28 
.19 
,09 
.58 
.52 
,44 
,55 
5.11 
7.05 
.26 
.22 
.43 
60 
.12 
52 
53 



7. 
6. 
6. 
6. 
7. 
1. 
1. 



2.56 
2.41 
4.50 
3.79 
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assign (segid 3A4 and rosid 314 and name CA ) (segid 3A4 and resxd 315 and namo CB ) 4.81 0.04 0.05 
assign (segid 3A4 and resxd 314 and name CA ) (segid 3A1 and resxd 315 and name M ) 2.42 0.02 0.01 
assign (&»egxd 3A4 and res id 314 and name CA ) (segid 3A4 and resxd 315 and name 0 ) 5.38 0.13 0.12 
assign (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 316 and name C ) 5.69 0.16 0.16 
5 assign (segxd 3A4 and resxd 314 and name CA ) (segid 3A4 and resid 316 and name CA ) 5.74 0.09 0.09 
assign (segxd 3A4 and resid 314 and name CA ) (segid 3A4 and resld 316 and name N ) 4.62 0.07 0-06 
assign (segxd 3A4 and resid 31* and name CA ) (aegxd 3A4 and resid 316 and name O ) 6.44 0.46 0.46 
. assxgn (segxd 3A4 and resld 314 and name CA ) (segxd 3A4 and resxd 317 and name C ) 7.12 0.21 0.22 
assxgn (segxd 3A4 and resld 314 and name CA > (segid 3A4 and resld 317 and name CA| 5.67 0.19 0-19 
10 assxgn (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 317 and name N ) S.18 0.26 0.25 
assxgn (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 318 and name CA ) 9.06 0.29 0.30 
assxgn (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resxd 318 and name CB) 9.46 0.42 0.41 
assxgn (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resid 319 and name CA ) 10.85 0.33 0.33 
assign (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resid 319 and name CB ) 11.13 0.37 0.38 
15 assxgn (segxd 3A4 and resid 314 and name CA J (segid 3A4 and resid 322 and name CA ) 19.10 0.36 0.36 
assign (segxd 3A4 and resid 314 and name CA ) (segid 3A4 and resxd 344 and name CA ) 18.23 0.27 0.27 
assxgn (segxd 3A4 and resid 314 and name CA ) (segid 3A4 and resid 344 and name CB ) 18.39 0.20 0.20 
assign (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 345 and name CA ) 15.08 0.44 0.44 
assxgn (segxd 3A4 and resid 314 and name CA J (segid 3A4 and resxd 345 and name CB ) 14.95 0.66 0.67 
20 assxgn (£>egxd 3A4 and resid 314 and name CA ) (segid 3A4 and resid 346 and name CA ) 12.50 0.27 0.26 
assign (segxd 3A4 and resxd 314 and name CA ) (segxd 3A4 and resxd 346 and name CB ) 12.94 0.25 0.25 
assign (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resxd 347 and name CA ) 9.20 0.37 0.37 
assign (segxd 3A4 and resxd 314 and name CA ) (segxd 3A4 and resid 347 and name CB) 8.97 0.44 0.44 
assign (segid 3A4 and resxd 314 and name CA ) (segxd 3A4 and resid 347 and name O ) 7.37 0-31 0.31 
25 assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 348 and name CA ) 7.76 0-32 0.32 
assxgn (segid 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 349 and name CA ) 9.89 0.41 0.42 
assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 349 and name CB) 11.35 0.39 0.38 
assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 350 and name CA ) 9.05 0.22 0.22 
assxgn (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 350 and name CB) 9-18 0-29 0.29 
30 assxgn (segid 3A4 and resxd 314 and name CA ) (segid 3A4 end resxd 351 and name C ) 5.92 0.22 0.22 
assxgn (segid 3A4 and tea id 314 and name CA ) (segid 3A4 and resid 351 and name CA ) 5.55 0.15 0.16 
assxgn (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resxd 351 and name N ) 6.70 0.20 0.20 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 351 and name O ) 5.49 0.23 0-24 
assxgn (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resid 352 and name CA ) 7.78 0.33 0.33 
35 assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 352 and name CB J 8.23 0.33 0.33 
assign (segid 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 352 and name CG ) 7.34 0.33 0.33 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 352 and name N ) 7.00 0.31 0.32 
assign (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 353 and name CA ) 10.66 0-31 0.31 
assign (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resid 353 and name CB ) 10-96 0-30 0.30 
40 assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 354 and name CA ) 12.71 0.38 0.37 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 354 and name CB ) 13.8B 0-43 0.42 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resxd 355 and name CA ) 14.44 0.32 0-31 
assign (segid 3A4 and resid 314 and name CA ) (segxd 3A4 and resxd 355 and name CB ) 15.21 0.29 0.30 
assxgn (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 356 and name CA ) 11.64 0-38 0.38 
45 assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 356 and name CB) 10.78 0-41 0.41 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 357 and name CA) 9.79 0.32 0.31 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 357 and name CB ) 8.35 0.37 0.36 
assign (segxd 3A4 and resid 314 and name CA ) (segid 3A4 and resid 358 and name CA ) 12.78 0.51 0.51 
assign (segid 3A4 and resid 314 and name CA ) (segxd 3A4 and lesid 358 and name CB ) 13.82 0.69 0.70 
50 assign (segid 3A4 and resxd 314 and name CA ) (segxd 3A4 and resid 359 and name CA ) 12.35 0-15 0-16 
assign (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resxd 359 and name CB ) 12.98 0.13 0.13 
assxgn (segid 3A4 and resid 314 and name CA ) (segxd 3A4 and resxd 360 and name CA) 9.01 0-16 0.17 
assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 360 and name CB ) 9.21 0.23 0.24 
assxgn (segxd 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 360 and name O ) 7.59 0.17 0.16 
55 assign (segxd 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 361 and name CA ) 9.94 0.18 0.17 
assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resxd 361 and name CB ) 11.22 0.20 0.20 
assign (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 362 and name CA) 10.54 0.13 0.13 
assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resld 362 and name CB ) 11.56 0.11 0.10 
assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 363 and name CA) 8.99 0.09 0.09 
60 assxgn (segxd 3A4 and resld 314 and name CA ) (segxd 3A4 and resid 363 and name CB ) 9.33 0.15 0.16 
assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 364 and name CA ) 10.23 0.11 0.11 
assxgn (segxd 3A4 and resid 314 and name CA ) '(segxd 3A4 and resxd 364 and name CB ) 10.83 0.12 0113 
assxgn (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resxd 365 and name CA ) 10.28 0.26 0.25 
assxgn (segid 3A4 and resid 314 and name CA ) (segxd 3A4 and resxd 365 and name CB ) 11.16 0.22 0.22 
65 assign (segxd 3A4 and resid 314 and name CA ) (segxd 3A4 and resid 381 and name C ) 6.73 0.45 0.44 
assxgn (segxd 3A4 and resld 314 and name CA ) (segid 3A4 and resxd 381 and name CA ) 6.03 0.49 0.48 
assxgn (segid 3A4 and resxd 314 and name CA ) (segxd 3A4 and resxd 382 and name CA) 7.66 0.40 0.40 
assxgn (segid 3A4 and resid 314 and name CA ) (segxd 3A4 and resxd 382 and name CB ) 8.66 0.45 0.45 
assxgn (segid 3A4 and resxd 314 and name CA ) (segxd 3A4 and resxd 382 and name N ) 6.66 0.39 0-38 
70 assxgn (segid 3A4 and resxd 314 and name CA ) (segxd 3A4 and resxd 383 and name CA) 6.34 0.46 0.46 
assxgn (segxd 3A4 and resid 314 and name CA ) (segid 3A4 and resid 383 and name N ) 6.33 0.46 0.45 
assxgn (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 384 and name CA ) 9.77 0.52 0.52 
assign (segid 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 384 and name CB > 10.19 0.55 0.55 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 385 and name CA ) 11.58 0.51 0.50 
75 assxgn (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 386 and name CA) 13-84 0.56 0.56 
assxgn (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resxd 387 and name CA) 17.45 0.42 0.41 
assign (segxd 3A4 and resxd 314 and name CA ) (segid 3A4 and resad 389 and name CA) 18.48 0.55 0.55 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 389 and name CB ) 18.62 0.61 0.61 
assxgn (segxd 3A4 and resxd 314 and name CA ) (segxd 3A4 and resxd 390 and name CA) 15.34 0.46 0.46 
80 assxgn (segxd 3A4 and resxd 314 and name CA ) (segid 3A4 and resxd 390 and name CB ) 15.23 0.42 0.41 
assign (segxd 3A4 and resxd 314 and name CA ) (segxd 3A4 and resxd 391 and name CA) 34.79 0.49 0.50 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resid 391 and name CB ) 13.54 0.50 0.50 
assign (segid 3A4 and resid 314 and name CA ) (segid 3A4 and resld 392 and name CA) 17.86 0.51 0.50 



421 



10 



15 



20 



25 



30 



n.24 

18.16 
14.02 
13.03 
12.82 
12.58 
16.39 



assign (segid 3A4 and resid 314 and name CA . {seaid SM and resid 393 and name £ J 16.72 

assign (segid 3A4 and resxd 314 and name CA segid 3A4 an name ^ 13 „ 

assign (segid 3A4 and resid 314 and name CA Uegid 3A4 a ^ ^ , fl 

assign (segid 3A4 and .esld 314 and name CA segid 3A ^ ^ ^ , 

assign Isegid 3A4 and resid 314 and name CA segia name CB } 

assign (segid 3A4 and resid 314 and name CA segid 3A4 a ^ ^ ^ } 

assign (segid 3A4 and resid 314 and name CA segid 3^ ^ regi{j ^ ^ name ^ , 

assign (aegid 3A4 and resid 314 and name CA I segia namo ^ } 

assign (segid 3A4 and resid 314 and name CA segid 3A« ana ^ ^ } 

assign (segid 3A4 and resid 314 and name CA segid JA» ana 

assign (segid 3A4 and resid 314 and name CA segid 3A4 and resid 399 ana name ^ ^ ^ 

assign (segid 3A4 and resid 314 and name CA segid 3A4 ana e ^ ^ } ig ?< 

assign (segid 3A4 and resid 314 and name CA segid 3A< a ^ CB ( M „ 

assign (segid 3A4 and resid 314 and name CA segid 3A< ana ^ ^ ) ^ ls 

assign (segid 3A4 and resid 314 and name CA segid 3A« a a namB CA ) 15.00 

SSS i=55 SJ a ".- a s = s Kg « - - - = - 1 ■»•» 

as a: a =s s = § sg « - ~« s - = s : 
sS a s =s a s = - s=ss « = =5 a = = I ' 

and resxd 314 and name CA ) 
and resid 314 and name CA ) 
lSByiu and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CA > 
(segid 3A4 and resid 314 and name CA ) 
assign (segid 3A4 and resid 314 and name CA ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 



35 assign laesj^-" «*™ — - 

assign (segid 3A4 and resid 314 and name CB > 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB ) 
40 assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB 
45 assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
50 assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
55 assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
60 assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and xesid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
65 assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
70 assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB > 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
75 assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
80 assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 



( segia uuu ■ : 

(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA > 
(segid 3A4 and resid 433 and name CA > 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 315 and name C ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and lesid 315 and name CB ) 
(segid 3A4 and resid 315 and name N > 



isegiu o«" — — - - 

(segid 3A4 and resid 315 and name O ) 
(segid 3A4 and resid 316 and name C ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name N ) 
(segid 3A4 and resid 317 and name CA > 
(segid 3A4 and resid 317 and name N ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 



18.55 
18.14 
17.41 
16.40 
14.99 
18.85 
17.00 
17.70 
17.80 
16.55 
13.03 
13.85 
15.59 
1.52 
5.39 
4.33 
5.08 
3.01 
6.24 
7.09 
6.99 
5.72 
7.14 
6.63 
10.57 
10.95 
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(segid 3A4 and resid 319 and name CA 12.29 



(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 34 9 and name CB ) 
(segid 3A4 and resid 350 and name CA > 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name C ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name N ) 
(segid 3A4 and resid 351 and name O ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 352 and name N > 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resxd 354 and name CA ) 
(segid 3A4 and resxd 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA 
(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 358 and name CA 
(segid 3A4 and resid 358 and name CB 
(sogid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 361 and name CA ) 



12.54 
19.15 
19.36 
15.88 
15.71 
13-35 
13.75 
10.07 
9.96 
8.70 
10.36 
11.83 
9.19 
9.39 
5.73 
5.53 
6.84 
5.05 
7.58 
8.24 
6.91 
10.21 
10.52 
11.92 
13.13 
13.54 
14.40 
10.62 
9.88 
8.58 
7.18 
11.59 
12.57 
11.36 
11.94 
8.23 
8.54 
7.05 
9.56 



0.52 
0.55 
0.65 
0.60 
0.54 
0.57 
0.56 
0.58 
0.52 
0.53 
0.49 
0.50 
0.50 
0.48 
0.52 
0.42 
0.40 
0.44 
0.57 
0.69 
0.36 
0-36 
0.38 
0.84 
0.52 
1.12 
0.73 
0.51 
0.95 
1.00 
0.01 
0.06 
0.05 
0.08 
0.04 
0.12 
0.14 
0.09 
0.07 
0.22 
0.27 
0.29 
0.40 
0.34 
0.40 
0.22 
0.16 
0.37 
0.60 
0.20 
0.18 
0.33 
0.41 
0.26 
0.35 
0.34 
0.25 
0.32 
0.24 
0.20 
0.25 
0.23 
0.32 
0.30 
0.31 
0.33 
0.35 
0.38 
0.43 
0.36 
0.33 
0.41 
0.44 
0.31 
0.37 
0.54 
0.75 
0.16 
0.19 
0.14 
0.21 
0.20 
0.23 



0.53 
0.54 
0.65 
0.60 
0.55 
0.56 
0.56 
0.58 
0.51 
0.53 
0.50 
0.49 
0.51 
0.48 
0.52 
0.41 
0.40 
0.44 
0.56 
0.68 
0.35 
0.36 
0.38 
0.84 
0.53 
1.12 
0.72 
0.50 
0.94 
1.00 
0.01 
0.07 
0.04 
0.07 
0.04 
0.12 
0.15 
0.09 
0.08 
0.22 
0-27 
0.29 
0.40 
0.35 
0.40 
0.21 
0.15 
0.37 
0.61 
0.21 
0.18 
0.33 
0.42 
0.26 
0.36 
0.33 
0.25 
0.33 
0.23 
0.21 
0-25 
0.24 
0.32 
0.31 
0.31 
0.33 
0.35 
0.38 
0.44 
0.36 
0.34 
0.41 
0.43 
0.32 
0.37 
0, 
0 
0 
0 
0 
0 
0 



54 
75 
.17 
.19 
.15 
.20 
20 



0.24 
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10 



assign (segid 3A4 and resxd 314 and name CB 
assign Isegid 3A4 and resid 314 and name CB 
assign (segid 3A4 and res id 314 and name CB 
assign (segid 3A4 and resxd 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB J 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign {segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB > 
assign (segid 3A4 and resid 314 and name CB ) 



15 



20 



25 



30 



35 



40 



assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign {segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB 
assign {segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB ) 
assign (segid 3A4 and resid 314 and name CB * 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
{segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CB > 
(segid 3A4 and resid 314 and name CB ) 
{segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 314 and name CB ) 



10.75 
7.78 
8.41 
8.97 
9.22 
9.71 
9.31 

10.33 
6.72 
5.13 
8.08 
9.06 
6.89 
7.35 
10.65 
10.96 
12.34 
14.27 
17.83 
16.02 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



45 



50 



55 



60 



(segid 3A4 and resid 314 and name CB 
a53iy „ (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign 



lacyiu «*".-■ — - 

(segid 3A4 and resid 314 and name CB ) 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign tseyiu — — 

assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CB 
assign (segid 3A4 and resid 314 and name CG 
J (segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 Bnd resid 314 and name CG ) 
(segid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 314 and name CG ) 



(segid 3A4 and resid 361 and name CB ) 10 .93 
(segid 3A4 and lesid 362 and name CA ) 9. 88 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name 0 ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resxd 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name C ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 382 and name » ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resxd 387 and name CA ) 
(segid 3A4 and resxd 390 and name CA ) 
(segxd 3A4 and resxd 390 and name CB ) 15. 78 
(segxd 3A4 and resid 391 and name CA ) 15.66 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resxd 392 and name CA ) 
(segid 3A4 and resxd 393 and name CA ) 
{segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resxd 395 and name CA ) 
(segid 3A4 and resxd 396 and name CA ) 
(segid 3A4 and resxd 397 and name CA > 
(segxd 3A4 and resxd .397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resxd 399 and name CA ) 
(segid 3A4 and resxd 399 and name CB ) 
(segxd 3A4 and resxd 400 and name CA ) 
(segxd 3A4 and resxd 400 and name CB ) 
(segid 3A4 and reaid 401 and name CA ) 
(segid 3A4 and resxd 402 and name CA ) 
(segxd 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
{segid 3A4 and resid 404 and name CA J 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resxd 405 and name CB } 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA J 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 315 and name C ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 315 and name N ) 
(segid 3A4 and resid 315 and name O ) 
(segid 3A4 and resid 316 and name CA J 



75 



80 
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(segid 3A4 and resxd 314 and name CG 
(segxd 3A4 and resxd 314 and name CG 
(segxd 3A4 and resxd 314 and name CG 
(segxd 3A4 and resxd 314 and name CG 
(segxd 3A4 and resxd 314 and name CG 
assxgn (segxd 3A4 and resxd 314 and name CG 
assxgn (segxd 3A4 and resxd 314 and name CG 
assign (segid 3A4 and resxd 314 and name CG 
assxgn (segxd 3A4 and resxd 314 and name CG 
assign {segid 3A4 and resid 314 and name CG 
assign {segid 3A4 and resxd 314 and name CG 
assxgn (segxd 3A4 and resxd 314 and name CG 
assxgn (segxd 3A4 and resxd 314 and name CG 
(segxd 3A4 and resid 314 and name CG 
(segid 3A4 and resxd 314 and name CG 
(segid 3A4 and resxd 314 and name CG 



assxgn 
assxgn 
assxgn 
assign 
assign 
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(sogid 3A4 and resid 314 and name CG ) 
(segid 3A4 and resid 314 and name CG j 



assign isegiu • - 

assign (segid 3A4 and resid 314 and name CG 



(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 348 and name 0 
(segid 3A4 and resid 350 and name C 
(segid 3A4 and resid 350 and name O 
(segid 3A4 and resxd 351 and name C 
(segxd 3A4 and resxd 351 and name CA 
(segid 3A4 and resxd 351 and name N 
(segxd 3A4 and resxd 351 and name O 
(segxd 3A4 and resxd 352 and name C 
(segid 3A4 and resxd 352 and name CA ) 
(segxd 3A4 and resxd 352 and name CB ) 
{segxd 3A4 and resxd 352 and name CG ) 
(segxd 3A4 and resxd 352 and name N ) 
(segxd 3A4 and resxd 353 and name N ) 
(segxd 3A4 and resxd 357 and name CA ) 
{segxd 3A4 and resxd 357 and name CB ) 
(segxd 3A4 and resxd 360 and name C ) 
(segxd 3A4 and resxd 360 and name CA ) 
(segxd 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 3b0 and name 0 ) 
(segxd 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 381 and name C ) 
(segid 3A4 and resid 381 and name CA ) 



14.46 
18.66 
17.59 
14.34 
13.84 
16.35 
17.93 
14.85 
13.93 
13.30 
12.94 
16.82 
18.06 
17.41 
17.56 
14.36 
15.24 
15.30 
18.90 
18.66 
18.04 
16.72 
15.27 
18.95 
18.29 
17.99 
14.47 
15.23 
16.82 
5.80 
4.71 
5.56 
3.69 
6.41 
7.65 
6.42 
7.18 
7.17 
6.67 
6.59 
4.40 
4.37 
5.75 
3.64 
7.38 
6.26 
7.08 
6.55 
5.61 
7 
7 
5 
7 
7 
7 
6 
7 



0.25 
0.16 
0.12 
0.16 
0.06 
0.10 
0.13 
0.16 
0.31 
0.29 
0.53 
0.57 
0.47 
0.51 
0.47 
0.49 
0.58 
0.62 
0.59 
0.69 
0.51 
0.54 
0.49 
0.56 
0.57 
0.57 
0.56 
0.58 
0.67 
0.64 
0.58 
0.58 
0.61 
0.54 
0.56 
0.53 
0.53 
0.51 
0.48 
0.52 
0.43 
0.41 
0.44 
0.55 
0.67 
0.35 
0.36 
0.40 
0.92 
0.75 
0.51 
0.96 
1.03 
0.08 
0.06 
0.08 
0.06 
0.16 
0.10 
0.07 
0.29 
0.19 
0.22 
0.24 
0.24 
0.22 
0.23 
0.24 
0.34 
0.32 
0.31 
0.31 
0.30 
0.32 
0.31 
0.36 
0.16 
0-15 
0.22 
0.18 
0.10 
0.54 
' 0.59 



0.25 
0.17 
0.12 
0.16 
0.07 
0.10 
0.14 
0.17 
0.31 
0.28 
0.53 
0.57 
0.47 
0.52 
0.47 
0.49 
0.57 
0.61 
0.59 
0.68 
0.52 
0.54 
0.49 
0.57 
0.56 
0.56 
0.57 
0.59 
0.68 
0.64 
0.58 
0.59 
0.60 
0.55 
0.56 
0.52 
0.53 
0.51 
0.47 
0.51 
0.43 



42 
44 
55 
66 
35 
36 
.40 
.92 
0.74 
0.51 
0.95 
1.04 
0.09 
0.05 
0.08 
0.05 
0.16 
0.09 
0.06 



48 
25 
82 
,12 
.10 
.25 
.20 
.51 
6.55 
5.42 



30 
19 
23 
24 
.23 
0.21 
0.24 
0.24 
0.34 
0.32 
0.30 
0.31 
0.31 
0.32 
0.30 
0.35 
0.16 
0.14 
0.22 
0.19 
0.10 
0.55 
0.58 
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15 
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30 



assign (segid 3A4 and resid 314 and name CG 
assign (segid 3A4 and resid 314 and name CG 
assign (segid 3A4 and res id 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name N 
assign (segid 3A4 and resid 314 and name O 
assign (segid 3A4 and resid 314 and name O 
assign (segid 3A4 and resid 314 and name O 
assign (segid 3A4 and resid 314 and name O 
assign (segid 3A4 and resid 314 and name O 



(segid 3A4 and resid 381 and name M ) 
(segid 3A4 and resid 382 and name N ) 
(segid 3A4 and resid 314 and name C ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB > 
(segid 3A4 and tesid 314 and name CG ) 
(segid 3A4 and resid 314 and name O > 
(segid 3A4 and resid 315 and name C ) 
(segid 3A4 and resid 315 and name CA > 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 315 and name N ) 
(segid 3A4 and resid 315 and name O ) 
(segid 3A4 and resid 316 and name C J 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name N ) 
(segid 3A4 and resid 316 and name O ) 
(segid 3A4 and resid 311 and name C ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 31*7 and name N ) 
(segid 3A4 and lesid 318 and name N ) 
(segid 3A4 and resid 351 and name C ) 
(segid 3A4 and resid 351 and name CA ) 



asaiuu — 

assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
35 assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
40 assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name O 
assign (segid 3A4 and resid 314 and name O 
assign (segid 3A4 and resid 314 and name 
45 assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
50 assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 end resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and res id 314 and name 
55 assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name 
60 assign (segid 3A4 and resid 314 and name 
assign (segid 3A4 and resid 314 and name O 
assign (segid 3A4 and resid 314 and name 0 
assign (segid 3A4 and resid 315 and name C 
assign (segid 3A4 and resid 315 and name C 
65 assign (segid 3A4 and resid 315 and name C 
assign (segid 3A4 and resid 315 and name C 
assign (segid 3A4 and resid 315 and name C 
assign (segid 3A4 and resid 315 and name C 
assign (segid 3A4 and resid 315 and name C 
70 assign (segid 3A4 and resid 315 and name C 
assign (segid 3A4 and resid 315 and name C 
assign (segid 3A4 and resid 315 and name 
assign (segid 3A4 and resid 315 and name 
assign (segid 3A4 and resid 315 and name 
75 assign (segid 3A4 and resid 315 and name 
assign (segid 3A4 and resid 315 and name 
assign (segid 3A4 and resid 315 and name 
assign (segid 3A4 and resid 315 and name , . 
assign (segid 3A4 and resid 315 and name CA > 
80 assign (segid 3A4 and resid 315 and name CA J 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
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o 
i o 
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o 

0 
0 

o 

0 

o 

0 
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(segid 3A4 and resid 351 and name o 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name N 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 314 and name CG 
(segid 3A4 and resid 315 and name C 



isegia o»« - — „ : 

(segid 3A4 and resid 315 and name CA ) 



vseyj-w jn» — ■ 

(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name N 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 



seqiu ohm * — — — - — 

(segid 3A4 and resid 317 and name CA ) 



(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 317 and name O 
(segid 3A4 and resid 318 and name M 
(segid 3A4 and reoid 347 and name C 
(segid 3A4 and resid 347 and name O 
(segid 3A4 and resid 348 and name C 
(segid 3A4 and lesid 348 and name CA 
(segid 3A4 and resid 348 and name N 
(segid 3A4 and resid 348 and name O 
(segid 3A4 and resid 350 and name C 
(segid 3A4 and resid 350 and name O 
(segid 3A4 and resid 351 and name C 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 351 and name N 
(segid 3A4 and resid 351 and name O 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 352 and name CG ) 
(segid 3A4 and resid 352 and name N ) 
(segid 3A4 and resid 360 and name O ) 
(segid 3A4 and resid 383 and name CA ) 



(segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 316 and name 0 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and rresid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 317 and name 0 
(segid 3A4 and resid 318 and name N 
(seqid 3A4 and resid 351 and name C 
segid 3A4 and resid 351 and name CA 
(seaid 3A4 and resid 351 and name O 
segid 3A4 and resid 352 and name CG ) 
(segid 3A4 and resid 360 and name O ) 
(segid 3A4 and resid 315 and name C ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 31b and name O ) 
segid 3A4 and resid 316 and name C ) 
segid 3A4 and resid 316 and name CA ) 



6.06 
6.67 
2.46 
1.46 
2. 48 
3.84 
3.45 
4.78 
4.24 
5.01 
2.65 
5.84 
5.49 
5.57 
4.51 
6.09 
7.00 
5.65 
5.16 
7.32 
7.37 
6.94 
6.95 
6.70 
7.25 
6.25 
6.46 
3.37 
3.45 
3.05 
2.79 
4.28 
2.26 
3.49 
4.54 
4.53 
3.59 
5.46 
6.00 
4.58 
3.92 
6.55 
6.87 
6.86 
6.18 
6.15 
5.92 
6.80 
5.43 
6.95 
7.41 
4 .82 
4.72 
5.70 
4.63 
6.27 
6.38 
5.32 
5-59 
6.51 
6.93 
7.06 
2.52 
1.24 
3.39 
2.44 
1.34 
4.33 
5.98 
4.96 
3.63 
6.35 
6.76 
7.18 
7.44 
6.85 
6.12 
6.55 
1.51 
1.54 
2.38 
4.66 
3.82 



0.64 
0.51 
0.02 
0.01 
0.03 
0.03 
0.04 
0.06 
0.04 
0.09 
0.05 
0.10 
0.23 
0.11 
0.08 
0.65 
0.11 
0.15 
0.21 
0.23 
0.23 
0.17 
0.24 
0.40 
0.29 
0.38 
0.35 
0.05 
0.10 
0.07 
0.02 
0.02 
0.01 
0-17 
0.20 
0.10 
0.06 
0.31 
0.41 
0.40 
0.31 
0.42 
0.46 
0.49 
0.49 
0.44 
0.46 
0.51 
0.48 
0.22 
0.18 
0.23 
0.19 
0.25 
0.25 
0.41 
0.42 
0.45 
0.35 
0.30 
0.43 
0.43 
0.03 
0.01 
0.16 
0.02 
0.01 
0.19 
0.28 
0.28 
0.26 
0.39 
0.36 
0.25 
0.28 
0.22 
0.40 
0.30 
0.02 
0.02 
0.02 
0.10 
0.02 



0.64 
0.51 
0.02 
0.01 
0.02 
0.03 
0.04 
0.06 
0.04 
0.09 
0.04 
0.10 
0.22 
0.11 
0.09 
0.66 
0.12 
0-15 
0.20 
0.23 
0.22 
0.17 
0.24 
0.41 
0.29 
0.39 
0.35 
0.04 
0.10 
0.06 
0.03 
0.02 
0.01 
0.16 
0.20 
0.11 
0.06 
0.32 
0.42 
0.41 
0.32 
0.41 
0.46 
0.50 
0.50 
0.44 
0.45 
0.51 
0.48 
0.23 
0.19 
0.23 
0.19 
0.24 
0.25 
0.41 
0.41 
0.44 
0.35 
0.30 
0.44 
0.43 
O.02 
0.01 
0.15 
0.02 
0.01 
0.18 
0.28 
0.27 
0.26 
0.38 
0.36 
0.25 
0.27 
0.23 



40 
30 

,0? 
.03 
.01 
.09 
.02 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A1 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
•assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 31S and name CA ) 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assxgn (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and lesid 315 and name CA ) 
assign (segid 3A4 and lesid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and .name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (-segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA ) 
assign (segid 3A4 and resid 31b and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and .esid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign segid 3A4 and resid 315 and name CA 
assign segid 3A4 and resid 315 and name CA 
assign segid 3A4 and resid 315 and name CA ) 



(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 316 and name 0 
(segid 3A4 and lesid 317 and name C 
( segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name C8 ) 
Oegid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB J 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) - 
(segid 3A4 and resid 345 and name CA ) 16.45 
(segid 3A4 and resid 345 and name CB ) 16.65 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and tesid 349 and name CA ) 
(segid 3A4 and resid 34 9 and name CB ) 



2.46 
5.55 
7.14 
5.95 
4.75 
9.08 
9.59 
11.64 
12.35 
19.21 
19.08 



13.29 
13.37 
10.71 
10.72 
7.97 
9.97 
11.42 



(segid 3A4 and resid 350 and name CA ) 10.40 



10.99 
6.63 
7.00 
6.08 
7.42 
7.28 
6.01 
7.24 
11.02 
11.77 
12.60 
13.47 
15.17 
16.09 
13.07 
12.47 
10.53 
9.04 
12.44 
13.53 
10.99 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name C ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name O 4 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 352 and name CG 
(segid 3A4 and resid 352 and name N 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB > 
(segid 3A4 and lesid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and tesid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB > 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB > 11.53 
( 3 egid 3A4 and resid 360 and name C ) c 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name 0 ) 
(segid 3A4 and resid 361 and name C ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name N ) 
(segid 3A4 and resid 361 and name O > 
(segid 3A4 and resid 362 and name C ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name N ) 
(segid 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name CG ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB > 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 390 and name CA > 
(3egid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(sogid 3A4 and resid 391 and name CB ) 



6.62 
7.72 
8.18 
5.60 
7.27 
7.23 
8.38 
7.58 
7.28 
7.08 
8.01 
9.31 
7.58 
6.59 
6.68 
6.76 
6.7$ 
9.18 
9.87 
10.27 
11.05 
9.49 
10.91 
11.65 
9.27 
12.84 
13.42 
14.57 
17.11 
18.56 
18.60 
17.75 
16.43 



isogia hum - 

(segid 3A4 and resid 394 and name CA 16.62 



(sogid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 



0.02 
0.17 
0.30 
0.29 
0.29 
0.29 
0.38 
0.28 
0.22 
0.41 
0.37 
0.58 
0.76 
0.50 
0.46 
0.58 
0.61 
0.63 
0.65 
0.67 
0.33 
0.36 
0.19 
0.21 
0.15 
0.33 
0.29 
0.21 
0.30 
0-32 
0.29 
0.42 
0.49 
0.37 
0.34 
0.40 
0.43 
0-39 
0.39 
0.39 
0.54 
0.21 
0.22 
0.21 
0.23 
0.28 
0.21 
0.20 
0.19 
0.24 
0.22 
0.35 
0.26 
0.23 
0.25 
0.19 
0.21 
0.42 
0.46 
0.47 
0.37 
0.36 
0.32 
0.27 
0.53 
0.39 
0.46 
0.38 
0.40 
0.44 
0.36 
0.43 
0.34 
0.34 
0.35 
0.36 
0.48 
0.59 
0.55 
0.52 
0.53 
0.51 
0.53 



16.42 
18.82 
16.15 
15.23 
15.15 
15.19 



0.02 
0.17 
0.30 
0.29 
0.30 
0.30 
0.37 
0.28 
0.23 
0.42 
0.38 
0.58 
0.75 
0.49 
0.46 
0.59 
0.62 
0.64 
0.65 
0.67 
0.33 
0.36 
0.18 
0.20 
0.14 
0.32 
0.28 
0.21 
0.29 
0.31 
0.29 
0.43 
0.48 
0.37 
0.33 
0.40 
0.43 
0.40 
0.38 
0.39 
0.55 
0.22 
0.22 
0.21 
0.23 
0.28 
0.21 
0.19 
0.20 
0.24 
0.21 
0.35 
0.25 
0.22 
0.24 
0.20 
0.22 
0.42 
0.47 
0.47 
0.38 
0.35 
0.31 
0.27 
0.52 
0.39 
0.46 
0.38 
0.41 
0.44 
0.36 
0.44 
0.33 
0.35 
0.35 
0.37 
0.48 
0.60 
0.56 
0.52 
0.54 
0.51 
0.53 



425 



assign (segid 3A4 and resid 315 and name CA ) 
assign segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign ( segid 3A4 and resid 315 and name CA 
5 assign ( segid 3A4 and resid 315 and name CA 
assign segid 3A4 and resid 315 and name CA 
assign segid 3A4 and resid 315 and name CA 
alsign segid 3A4 and resid 315 and name CA 
assign segid 3A4 and resid 315 and name CA 
10 assign (segid 3A4 and resid 315 and name CA 
assign segid 3A4 and resid 315 and name CA ) 
assign segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
15 assign (segid 3A4 and resid 315 and name CA 
assign seg\d 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
20 assign (segid 3A4 and resid 315 and name CA 
assign (segid 3A4 and resid 315 and name CA 
assign Uegid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (seiid 3A4 and resid 315 and name CB 
25 assign (segid 3A4 and resid 315 and name CB ) 
assign segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB 

1 . ' * J „ . M "»1 cs, an H name CB 



(segid 3A4 and resid 399 and name CA > 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
( segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 



0.51 
0.56 
0.54 
0.59 
0.50 
0.46 
0.85 
0.50 
0.50 
2.23 
1.64 
1.14 
1.16 
0.56 
0.82 
0.45 



assign isegia m« - — — - 

30. ass^n , Seg xd 3A4 and resid 315 and name a 



assign (segio ja« ~~ ---- - 

assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
35 assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
40 assign (segid 3A4 and resid 315 and name CB 
assign (segid 3R4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB 
45 assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 
50 assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 1 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB } 
assign (segid 3A4 and resid 315 and name CB 
55 assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB J 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB 
60 assign (segid 3A4 and resid 315 and name CB l 
assign (segid 3A4 and resid 315 and name CB > 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 
assign t segid 3A4 and resid 315 and name CB ) 
65 assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB j 
assign (segid 3A4 and resid 315 and name CB I 
70 assign (segid 3A4 and resid 315 and name CB > 
assign (segid 3A4 and resid 315 and name CB 1 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name cb ) 
assign (segid 3A4 and resid 315 and name CB ) 
75 assign (segid 3A4 and resid 315 end name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name cb ) 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
80 assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 



isegia — 

(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name N 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name N 
(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 34 6 and name CA ) 
(sogxd 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
Uegid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name 0 ) 
(segid 3A4 and resid 352 and name CA } 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 352 and name CG 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB j 
(segid 3A4 and resid 357 and name CA > 
(segid 3A4 and resid 351 and name CB > 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name C ) 
(segid 3A4 and resid 360 and name CA ) 



0. 
0. 
. 0. 
0. 
0. 
0. 



isegia j/** _ 

(segid 3A4 and resid 360 and name CB 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 361 and name C 
(segid 3A4 and resid 361 and name CA 
(segid 3A4 and resid 361 and name CB 
(segid 3A4 and resid 361 and name N 
(segid 3A4 and resid 361 and name 0 
(segid 3A4 and resid 362 and name C 
(segid 3A4 and resid 362 and name CA 
(segid 3A4 and resid 362 and name CB 
(segid 3A4 and resid 362 and name N 1 
(segid 3A4 and resid 362 and name 0 
(segid 3A4 and resid 363 and name C I 
(segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
(segid 3A4 and resid 363 and name CG 
(segid 3A4 and tosid 363 and name N ) 
(segid 3A4 and resid 364 and name CA 
segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 364 and name N ) 



18.47 
18.20 
18.19 
14.87 
16.30 
16.75 
17.77 
16.49 
15.13 
15.42 
14.29 
14.76 
16.32 
16.22 
16.92 
16.33 
11.79 
12.24 
13.41 
16.99 
17.77 
5.59 
4.51 
3.19 
6.37 
7.21 
5.94 
10.06 
10.43 
12.87 
13-60 
17.97 
18. n 
14.77 
14.82 
12.24 
12.24 
9.45 
11.32 
12.76 
11.78 
12.41 
8.30 
7.10 
8.41 
8.26 
7.01 
11.96 
12.81 
13.17 
13.97 
15.85 
16.86 
13.77 
13.31 
10.93 
9.48 
12.45 
13.45 
10.74 
11.09 
6.81 
7.83 
8.54 
5.61 
6.68 
6.95 
8.14 
7.43 
6.55 
6.05 
7.10 
8.41 
6.92 
5.71 
6.57 
5.35 
5.30 
5.28 
5.90 
8.0b 
8.85 
6.71 



0.52 
0.57 
0.54 
0.58 
0.50 
0.47 
0.85 
0.50 
0.51 
2.22 
1.64 
1.14 
1.16 



0.69 
0.93 
1.10 
1.26 
0.96 
0.09 
0.05 
0.07 
0.26 
0.19 
0.21 



20 
25 
28 
22 
59 
77 
0.52 
0.48 
0.60 
0.64 
0.68 
0.66 
0.69 
0.32 
0.35 
0.21 
0.15 
0.33 
0.28 
0.17 
0.34 
0.32 
0.48 
0.56 
0.44 
0.39 
0.42 
0.45 
0.42 
0.41 
0.39 



57 
0.29 
0.30 
0.29 
0.27 
0.28 
0.29 
0.32 
0.34 
0.39 
0.32 
0.48 
0.26 
0.25 
0.26 
0.25 
0.25 
0.43 
0.43 
0.48 
0.52 
0.35 
0.42 
0.41 
0.43 



57 
0.62 
0.46 
0.69 
0.94 
1.11 
1.26 
0.96 
0.10 
0.06 
0.07 
0.27 
0.19 
0.21 
0.21 
0.25 
0.29 
0.22 
0.60 
0.77 
0.52 
0.48 
0.61 
0.64 
0.67 
0.67 
0.70 
0.31 
0.35 
0.21 
0.14 
0.33 
0.27 
0.1B 
0.35 
0.32 
0.49 
0.56 
0.44 
0.38 
0.43 
0.46 
0.43 
0.42 
0.39 
0.57 
0.28 
0.30 
0.28 
0.27 
0.29 
0.30 
0.32 
0.34 
0.39 
0.33 
0.47 
0.27 
0.2S 
0.26 
0.25 
0.25 
0.43 
0.43 
0.48 
0.51 
0.36 
0.43 
0.40 
0.44 



426 



. ... «=m« rn \ fseoid 3A4 and resid 365 and name CA 1 

assign (segxd 3A4 and resid 315 and name CB segxd 3* ^ d ^ ^ ^ QB ) 

assxgn (segxd 3A4 and resxd 315 and name CB segxd 3 ^ ^ CA } 

assxgn (segxd 3A4 and resxd 31b and nam* CB , (segxd 3^ ^ ^ name 

(segxd 3A4 and resid 382 and name CB I 

(segid 3A4 and tesxd 383 and name CA ) 

(segld 3A4 and reaid 384 and name CA ) 
(segid 3A4 and reaid 384 and name CB > 



9.26 
9.98 
10.58 
12.24 
13.05 
10.55 
14.01 
14.49 
15.92 
18.45 
18.85 
17.48 
11.36 



V££ segid iM an5 resxd 315 and name CB , 
5 assxgn (segid 3A4 and resid 315 and name CB 
assign segid 3A4 and resid 315 and name CB 
assian (segid 3A4 and resid 315 and name CB ) 

assign {segid 3A4 and resld 315 and name CB .segld «j «- ™ — -™ — - j 
assign (segid 3A4 and resid 315 and name CB segid 3« ^ ^ ^ ^ } 

10 assign (segid 3A4 and resid 315 and name CB segid ja mi ^ ^ ^ , 

assign (segid 3A4 and resid 315 and name CB segid £ ^ and ^ ra , 

assign (segid 3A4 and resid 315 and name CB I jsegia j« 

assign (segid 3A4 and resld 315 and name CB segld 3A4 and resid J* ^ ^ 

"sign Isegid 3A4 and resid 315 and name CB segid 3A4 and resid ^ ^ ^ ^ 
' 5 assign S 3A4 S3 522 SS 25 naml 2 ! Isegid 3A4 and reaid 397 and name CB J 15.74 
assign {segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 
assign (segid 3A4 and resid 315 and name CB 
20 assign (segid 3A4 and resid 315 and name CB 
assign segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 
assign segid 3A4 and resid 315 and name CB 
25 assign segid 3A4 and resid 315 and name CB 

assign segid 3A4 and resid 315 and name CB 
assign j y ^ ^ tegi<J 31J an{| name CB , 

(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name CB 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
alsim segid 3A4 and resid 31S and name CB 
assign segid 3A4 and resid 315 and name CB 
"linn se|id 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign segid 3A4 and resld 315 and name CB 
assign segid 3A4 and resid 315 and name CB 
assign segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB ) 
assign segid 3A4 and resid 315 and name CB 
assign (segid 3A4 and resid 315 and name CB , 



30 



35 



assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



40 



45 



50 



55 



60 



65 



70 



75 



assign isegxa ««« «~ -™ rn 

assign (segxd 3A4 and resid 315 and name CB 
assign (segxd 3A4 and resid 315 and name M 
assxgn (segxd 3A4 and resxd 315 and name N 
assign (selxd 3A4 and resxd 315 and name N 
assxgn (segxd 3A4 and resxd 315 and name N 
assxgn (segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(seqxd 3A4 and resxd 315 and name H 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name N 
(segxd 3A4 and resxd 315 and name H 
(segxd 3A4 and resld 315 and name N 
(segxd 3A4 and resid 315 and name 0 
(segxd 3A4 and resid 315 and name O 
(segxd 3A4 and resid 315 and name O 
(segxd 3A4 and resid 315 and name O 
- and resxd 315 and name O 
and resxd 315 and name O 
is eg ia iki and resxd 315 and name 0 
(segxd 3A4 and resid 315 and name O 
asaign (segid 3A4 and resxd 315 and name O 
assxgn (seqxd 3A4 and resid 315 and name o 
assxgn (segxd 3A4 and resid 315 and name O 
(segxd 3A4 and resxd 315 and name O 
(segxd 3A4 and resxd 315 and name O 
(segxd 3A4 and xesxd 315 and name O 
(segid 3A4 and resid 315 and name O 
(segid 3A4 and resid 315 and name O 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 



isegxa m\* emu — - 

(segxd 3A4 and xesxd 398 and name CA ) 
< segxd 3A4 and resxd 398 and name CB ) 
(segxd 3A4 and resxd 399 and name CA ) 
(segxd 3A4 and resxd 400 and name CA ) 
(segxd 3A4 and resxd 400 and name CB ) 
(segxd 3A4 and resxd 401 and name CA ) 
- a nd resxd 402 and name CA ) 
and resxd 402 and name CB ) 
and resxd 404 and name CA ) 
isegxa and resxd 404 and name CB ) 
(segxd 3A4 and resxd 405 and name CA > 
(segxd 3A4 and resid 405 and name CB ) 
(segxd 3A4 and resxd 406 and name CA ) 
(segxd 3A4 and resxd 408 and name CB ) 
(segxd 3A4 and resxd 409 and name CB ) 
(segid 3A4 and resxd 424 and name CA ) 
(segxd 3A4 and resxd 425 and name CA J 
(segxd 3A4 and resxd 426 and name CA ) 
(segxd 3A4 and resxd 427 and name CA » 
(segid 3A4 and resxd 428 and name CA ) 
(segxd 3A4 and resxd 429 and name CA 
(segxd 3A4 and resxd 430 and name CA ) 
(segxd 3A4 and resxd 431 and name CA ) 
(segxd 3A4 and resxd 433 and name CA ) 
(segxd 3A4 and resxd 434 and name CA 
(segid 3A4 and resxd 435 and name CA ) 
(segid 3A4 and resxd 436 and name CA ) 
(segid 3A4 and resid 43*7 and name CA IB .35 
(segid 3A4 and resxd 438 and name CA ) 17.13 
(segxd 3A4 and resxd 315 and name C 2.48 
(segxd 3A4 and resxd 315 and name CA 1.45 
(segxd 3A4 and resxd 315 and name CB 2.44 
(segxd 3A4 and resxd 315 and name O ) 
(segxd 3A4 and resid 316 and name C ) 
(segxd 3A4 and resld 316 and name CA ) 
(segxd 3A4 and resld 316 and name N > 
(segxd 3A4 and resid 316 and name O ) 
{segid 3A4 and resid 317 and name C ) 
(segxd 3A4 and resid 31*7 and name CA 
(segxd 3A4 and resid 317 and name H ) 
(segxd 3A4 and resid 351 and name C ) 
(segxd 3A4 and resid 351 and name CA ) 
and resid 351 and name O ) 



15.35 
15.44 
18.51 
18.17 
18.25 
14.68 
15.92 
16.44 
18.06 
17.32 
15.75 
14.40 
18.45 
18.43 
17.95 
15.38 
15.06 
14.27 
15.03 
16.83 
16.96 
17.88 
17.40 
12.49 
12.57 
13.33 
16.88 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



assxgn 
assxgn 
assxgn 
assign 
assign 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
1 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
> 



(segxd 3A4 ana icaw — - i_ ; 

(segxd 3A4 and resld 352 and name CG 



isegxa «w* — - 

(segxd 3A4 and resid 352 and name N 
{segxd 3A4 and resid 360 and name C 
(segxd 3A4 and resid 360 and name O 
(segxd 3A4 and resid 362 and name C 
(segxd 3A4 and resid 362 and name O 
(segxd 3A4 and resid 363 and name CA 
(segid 3A4 and resxd 363 and name CG ) 
segid 3A4 and resxd 315 and name CB 
(segid 3A4 and resxd 316 and name C 
segid 3A4 and resxd 316 and name CA 
(segid 3A4 and resxd 316 and name N 
(segid 3A4 and resid 316 and name O ) 
(segid 3A4 and resxd 317 and name C 
(segid 3A4 and resxd 317 and name CA 
segid 3A4 and resxd 317 and name N 
segid 3A4 and resid 317 and name O 
segid 3A4 and resld 318 and name N 
segid 3A4 and resxd 351 and name C 
segid 3A4 and xesxd 351 and name CA 
segid 3A4 and resxd 351 and name O 
segid 3A4 and resxd 352 and name CB 
segid 3A4 and resid 352 and name CG 
segid 3A4 and resid 352 and name H ) 



0.38 
0.37 
0.53 
0.40 
0.47 
0.40 
0.44 
0.49 
0.38 
0.46 
0.41 
0.41 
0.53 
0.62 
0.57 
0.57 
0.56 
0.59 
0.56 
0.60 
0.56 
0.62 
0.56 
0.52 
0.76 
0.88 
0.55 
0.58 
0.51 
0.48 
0.63 
2.43 
2.28 
1.59 
1.23 
1.15 
0.63 
0.77 
0.43 
0.79 
0.96 
1.13 
1.34 
0.96 
0.99 
0.03 
0.00 
0.02 
0.06 
0.08 
O.04 
0.04 
0.31 
0.23 
0.22 
0.27 
0.16 
0.15 
0.15 
0.22 
0.27 
0.18 
0.18 
0.14 
0.11 
0.25 
0.31 
0.06 
0.29 
0.05 
0.01 
0.46 
0.39 
0.39 
0.28 
0.46 
0.45 
0.34 
0.38 
0.33 
0.47 
0.48 
0.39 



4.84 
4.32 
2.93 
5.70 
7 .08 
5.75 
4.74 
6.39 
6.53 
5.82 
6.59 
7.22 
7.45 
6.24 
7.71 
7.06 
7.19 
7.16 
3.30 
3.62 
2.76 
2.25 
4.53 
5.98 
5.09 
3.82 
6.12 
6.91 
7.01 
7.38 
6.80 
6.82 
5.40 
7.27 



0.39 
0.36 
0.53 
0.40 
0.47 
0.41 
0.44 
0.49 
0.39 
0.46 
0.40 
0.42 
0.52 
0.63 
0.57 
0.58 
0.57 
0.59 
0.56 
0.59 
0.56 
0.62 
0.56 
0.52 
0.76 
0.89 
0.55 
0.57 
0.52 
0.48 
0.63 
2.43 
2.28 
1.58 
1.23 
1.15 
0.62 
0.78 
0.44 
0.79 
0.95 
1.13 
1.33 
0.96 
0.99 
0.04 
0.01 
0.02 
0.06 
0.09 
0.05 
0.03 
0.31 
0-23 
0.22 
0.27 
0.17 
0.15 
0.15 
0.22 
0.28 
0.18 
0.19 
0.15 
0.10 
0.24 
0.30 
0.07 
0.30 
0.04 
0.01 
0.46 
0.40 
0.40 
0 
0 
0 
0 
0 
0 



29 
47 
44 
,35 
.39 
.34 
0.47 
0.48 
0.40 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 315 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA J 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
(segid 3A4 and resid 316 and name ca ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA > 
assign (segid 3A4 and resid 316 and name CA > 
assign (segid 3A4 and lesid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 end resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and lesid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA > 
(segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 end name CA ) 
assign (segid 3A4 and resid 316 and name CA J 
assign (segid 3A4 and resid 316 and name CA ) 
75 assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA ) 
80 assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA ) 



(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and re3id 317 and name N 
(segid 3A4 and resid 317 and name O 
(segid 3A4 and resid 318 and name C 
(segid 3A4 and resid 318 and name CA 



(segia m\h aiw --v. - 

(seqid 3A4 and resid 318 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



70 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 318 and name N 
(segid 3A4 and resid 318 and name O 
(segid 3A4 and resid 319 and name H 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 316 and name C 
(segid 3A4 and resid 316 and name O 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 317 and name N ) 
(segid 3A4 and resid 317 and name O ) 
(segid 3A4 and resid 318 and name C ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 318 and name N ) 
(segid 3A4 and resid 319 and name CA > 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA > 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and zesid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB J 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA J 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 358 and name CA } 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and tesid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB > 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 3B2 and name CA > 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB > 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and xesid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(sagid 3A4 and resid 391 and name CA ) 
(segid 3A4 and xesid 391 and namo CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 



6.34 
1.23 
2.99 
2.46 
1.33 
3.53 
5.82 
4.61 
5.19 
3.59 
6.62 
6.25 
6.82 

I. 53 
2.39 
4.38 
3.83 
2.44 
4.76 
7.12 
5.85 
6.30 
4.95 
8.94 
9.83 

18.86 
17.97 
17.69 
15.70 
15.98 
12.53 
12.72 
10.24 
9.93 
7.53 
10.52 

II. 80 
11.62 
11.99 

8.92 
9.76 
9.24 
13.41 
14.03 
15.57 
16.36 
18.13 
18.86 
16.11 
15.29 
13.99 
12.49 
16.05 
17.20 
14.48 
15.05 
11.11 
11.34 
10.01 
10.83 
11.14 
12.57 
9.60 
9.17 
12.40 
13.28 
13.03 
13.51 
11.16 
11.39 
12.11 
8.75 
11.98 
12.73 
13.92 
17.06 
17.75 
18.09 
16.44 
15.07 
19.48 
17.82 
15.63 



0.39 
0.01 
0.09 
0.01 
0.00 
0.25 
0.21 
0.18 
0.30 
0.23 
0.25 
0.23 
0.48 
0.02 
0.03 
0.06 
0.02 
0.02 
0.29 
0.25 
0.27 
0.41 
0.30 
0.31 
0.19 
0.54 
0.63 
0.59 
0.77 
0.94 
0.75 
0.77 
0.76 
0.77 
0.84 
0.92 
0.94 
0.55 
0.56 
0.33 
0.46 
0.50 
0.41 
0.39 
0.46 
0.52 
0.39 



0.38 
0.00 
0.09 
0.00 
0.01 
0.25 
0.22 
0.19 
0.30 
0.23 
0.26 
0.24 
0.48 
0.01 
0.02 
0.07 
0.02 
0.02 
0.30 
0.24 
0.27 
0.42 
0.31 
0.30 
0.19 
0.53 
0.62 
0.59 
0.77 
0.94 
0.75 
0.77 
0.75 
0.77 
0.83 
0.92 
0.95 
0.55 
0.56 
0.34 
0.45 
0.50 
0.42 
0.40 
0.47 
0.53 



39 
43 
.46 
.41 
.42 
.40 
0.52 
0.30 
0.31 
0.34 
0.41 
0.28 
0.32 
0.32 
0,33 
0.45 



0.53 
0.37 
0.35 
0.25 
0.28 
0.47 
0.42 
0.52 
0.37 
0.38 
0.41 
0.25 
0.29 
0.35 
0.42 
0.35 
0.37 
0.36 
0.46 
0.53 



38 
38 
43 
.46 
.42 
.41 
0.40 
0.52 
0.30 
0.31 
0.33 
0.41 
0.29 
0.31 
0.33 
0.33 
0.45 
0.54 
0.36 
0.35 
0.2S 
0.27 
0.47 
0.42 
0.51 
0.37 
0.39 
0.40 
0.26 
0.28 
0.34 
0.41 
0.34 
0.38 
0.37 
0.46 
0.53 



428 



10 



15 



20 



25 



assign (segxd 3M and re Sl d 3X6 an- nan. CA » (segid ™ and lesld 394 £ name CB , J|.« 

assign (segid 3A4 and resid 316 and na« CA segid |A ^ ^ ^ , „ 36 

assign (segid 3A4 and resid 316 and name CA segid ^ ^ name ^ , 

assign (segid 3A4 and resid 316 and name CA segid 3A4 a anrf ^ ^ , 

assign (segid 3A4 and resid 316 and name CA segid 3A4 e ^ & , 

assign (segid 3A4 and resid 316 and name CA segid 3M a ^ ^ ^ , 

aasign (segid 3A4 and resid 316 and name CA segid » ^ ^ m , 

assign (segid 3A4 and resid 316 and name CA ) segid ja« ^ ^ ^ , 

assign (segid 3A4 and resid 316 and name CA segid J«« a name ^ , 

assign (segid 3A4 and resid 316 and name CA segid 3A4 and ra , 

assign (segid 3A4 and resid 316 and name CA segid 3A4 a a ^ ^ ^ ) 

assign (segid 3A4 and resid 316 and name CA segid 3A« a 4M and CA ) 

assign (segid 3A4 and resid 316 and name CA segid ^ ^ name ^ , 

assign (segid 3A4 and resid 316 and name CA ) segid M* a namB ^ , „ 3 „ 

assign (segid 3A4 and resid 316 and name CA segid 3A4 an (0( and name ra , 16 . 3 4 

assign (segxd 3A4 and resid 316 and name CA segid ^ ^ namo & ) . , „„ 

assign (segid 3A4 and resid 316 and name CA segia a« an<j name ^ , 

assign (segid 3A4 and resid 316 and name CA segid 3A4 and ^ } 

assign (segid 3A4 and resid 316 and name CA segid 3A4 and ^ ^ ^ ) 

assign (segid 3A4 and resid 316 and name CA segid £ ^ ^ ^ ^ , 

EE H^d 3A4 and 525 55 SS CA Ise'gid 3A4 and resid 426 and name CA , 

assign (segid 3A4 and resid 316 and name CA ) 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 



assign isegxu -w* o»»v* — - 

assign (segid 3A4 and resid 316 and name CA ) 
assign (segxd 3A4 and resid 316 and name CA 
30 assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and name CA 
assign (segid 3A4 and resid 316 and nome CA 



(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA J 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA 13.82 
(segid 3A4 and resid 431 and name CA ) 13-18 



14.64 

13.66 

14.50 

14.85 

17.73 

18.99 

16.81 

16.52 

13.74 

15.97 

16.64 



15.88 
14.71 
18.29 
14.12 
13.06 
11.43 
11.52 
13.05 
12.98 



(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
{segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
[segid 3A4 and resid 438 and name CA ) 



assign (segid 3A4 and resid 316 and nome £ -™ -» and name CA 

assign (segid 3A4 and resid 3 6 and name CA segxd 3A4 and ^ ^ ^ 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign \aeyj^* «*"•-» — - 

35 assign (segid 3A4 and resid 316 and name N 

assign (segid 3A4 and resid 316 and name N 

assign (segid 3A4 and resid 316 and name N 

aasign (segid 3A4 and resid 316 and name N 

assign (segid 3A4 and resid 316 and name N 

assign (segid 3A4 and resid 316 and name M 

assign (segid 3A4 and resid 316 and name N 

assign (segid 3A4 and resid 316 and name H 

assign (segid 3A4 and resid 316 and name N 

- (segid 3A4 and resid 316 and name N 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name 0 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name O 

(segid 3A4 and resid 316 and name O 

assian (segid 3A4 and resid 316 and name O 

assign segid 3A4 and resid 316 and name O 

assign segid 3A4 and resid 316 and name O 

assign (segid 3A4 and resid 316 and name o 

assign (segid 3A4 and resid 317 and name C 

assign (segid 3A4 and resid 317 and name C 

assign segid 3A4 and resid 317 and name C 

assign segid 3A4 and resid 317 and name C 

assign Isegid 3A4 and resid 317 and name C 

assign (segid 3A4 and resid 317 and name C 

assign (segid 3A4 and resid 317 and name C 

assign (segxd 3A4 and resid 317 and name C 

assign (segid 3A4 and resid 317 and name C 

assian (segid 3A4 and resid 317 and name C 

assign (segid 3A4 and resid 317 and name C 
assign ^ ^ 31? gnd ngme c 

(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name C 
(segid 3A4 and resid 317 and name C 
assign (segid 3A4 and resid 317 and name C 
assign segid 3A4 and resid 317 and name C 
assign Isegid 3A4 and resid 317 and name C 
assian (segid 3A4 and resid 317 and name C 
assign (segid 3A4 and resid 317 and name C 
assign (segid 3A4 and resid 317 and name C 
assign (segid 3A4 and resid 317 and name C 
assign (segid 3A4 and resid 317 and name C 
assign (segid 3A4 and resid 317 and name C 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 



80 



isegxu j«t uiw - ■ t 

(segid 3A4 and resid 316 and name C ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 316 and name O J 
(segid 3A4 and resid 317 and name C ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 317 and name N ) 
(segid 3A4 and resid 317 and name O ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name N ) 
(segid 3A4 and resid 352 and name CG ) 
(segid 3A4 and resxd 317 and name C ) 
(segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 317 and name N ) 
(segid 3A4 and resid 317 and name O ) 
(segid 3A4 and resid 318 and name C ) 
(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 318 and name N ) 
(segid 3A4 and resid 318 and name O ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name N ) 
(segid 3A4 and resid 433 and name C ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 433 and name N ) 
(segid 3A4 and resid 433 and name O ) 
(segid 3A4 and resid 317 and name O ) 
(segid 3A4 and resid 318 and name C ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 318 and name N ) 
(segid 3A4 and resid 318 and name O ) 
(segid 3A4 and resid 319 and name C ) 
(segid 3A4 and resid 319 and name CA > 
(segid 3A4 and resid 319 and name CB > 
(seqid 3A4 and resid 319 and name N ) 
(segid 3A4 and resid 319 and name O ) 
(segid 3A4 and resid 347 and name C ) 
(segid 3A4 and resid 347 and name CB ) 
{seqid 3A4 and resid 347 and name O ) 
(segid 3A4 and resid 348 and name CA ) 
segid 3A4 and resid 348 and name N ) 
isegid 3A4 and resid 383 and name C 
(seaid 3A4 and resid 383 and name CA 
v — " and resid 383 and name O ) 
and resid 133 and name C ) 
and resid 433 and name CA ) 
neavu ^ - and resid 433 and name H ) 
segid 3A4 and resid 433 and name O 
(segid HEM and resid 1 and name CMB) 



) 
> 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
J 
) 
} 
) 
) 
) 
) 
) 
) 
) 
) 
I 
) 
) 
) 
) 
) 
> 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



8.19 
8.60 
10.15 
13.72 
15.75 
15.29 
18.64 
2.46 
1.46 
3.36 
5.28 
4.36 
2.98 
5.78 
6.94 
5.87 
7.28 
2.93 
2.79 
2.25 
3.44 
5.38 
4.15 
4.61 
3.29 
6.11 
7.24 
5.92 
6.77 
6.99 
7.22 
6.40 
1.23 
3.20 
2.44 
3.58 
1.35 
4.16 
4.71 
4.66 
5.60 
3.40 
4.88 
6.80 
6.84 
7.16 
5.87 
6.17 
7.03 
6.43 
6.50 
6.62 
6.40 
6.10 
6.23 
6.32 



0.63 
0.61 
0.56 
0.57 
0.58 
0.58 
0.62 
0.59 
0.56 
0.64 
0.63 
0.65 
0.58 
0.57 
0.83 
0.96 
0.57 
0.55 
0.53 
2.27 
1.82 
1.64 
0.90 
1.14 
0.62 
0.89 
0.42 
0.71 
0.95 
1.08 
1.16 
0.95 
0.87 
0.79 
0.02 
0.01 
0.17 
0-16 
0.12 
0.18 
0.34 
0.24 
0.27 
0.46 
0.21 
0.03 
O-02 
0.46 
0.24 
0.16 
0.39 
0.15 
0.33 
0.29 
0.23 
0.52 
0.65 
0.55 
0.47 
0.00 
0.21 
0.03 
0.13 
0.02 
0.27 
0.52 
0.33 
0.24 
0. 
0. 
0. 
0 
0 
0 
0 



0.63 
0.62 
0.56 
0.58 
0.57 
0.5B 
0.62 
0.59 
0.56 
0.64 
0.63 
0.64 
0.59 
0.56 
0.83 
0.96 
0.57 
0.55 
0.54 
2.27 
1.81 
1.65 
0.91 
1.14 
0.62 
0.89 
0.41 
0.70 
0-94 
1.07 
1.17 
0.94 
0.88 
0.79 
0.03 
0.01 
0.16 
0.15 
0.12 
O.IB 
0.34 
0.24 
0.28 
0.47 
0.21 
0.03 
0.02 
0.47 
0.24 
0.15 
0.38 
0.16 
0.33 
0.29 
0.24 
0.53 
0.65 
0.55 
0.48 
0.01 
0.21 
0.02 
0.14 
0.02 
0.26 
0.52 
0.33 
0.23 
0.25 
0.46 
0.35 
0.41 
0.35 
0.64 
0.42 
0.37 
0.32 
0.41 
0.37 
0.47 
0.41 
0.37 
0.61 



25 
46 
35 
,40 
.36 
.64 
.42 
0.37 
0.33 
0.42 
0.37 
0.17 
0.41 
0.36 
0.60 



429 



assxgn (segxd 3A4 and resxd 3X7 and name « , 3A4 £ ««- ?» £ « § J fcg |.|| fcS 

assign (seg»d 3A4 and resxd 317 and name CA ) seg ne and najne c < -6 i o.lS 0.15 

assxgn (segxd 3A4 and resxd 317 and name CA segx ^ 3W and nane m , 3.82 0-03 0.03 

assxgn (segxd 3A4 and resxd 317 and name TO segx 3W an(J naBe CB , i l3 0.13 0.14 

5 =s isss a a a a = a u- s - s - » a = s ta | | 
ats isa a a as a »- » -as a a as a a = | f ;.« •» 
,0 =s aa a a as a = s a- s - » a - ? : : • 

assign (segxd 3A4 and resxd 317 and name ca g d 3ig and name Q 5.52 0.49 O.flB 

=5 SSS 21 S S = | U - gj and resxd 322 and name CA , • ; ; 

15 as ass s - sa a 2 == 1 - - r - - - - - ; : : 
sss sses s: a sa a = | u id - - — - s — a ! S:S : 0: 

SJ S2 ""d IV, a an =. | =g £. and aid 34, and name CB , 14.7. 0 • 
20 assxgn (segxd 3A4 and resxd 317 and name CA segid 3A4 and res^ ^ ^ ^ cb o.64 

r-n isss ™ a sa g? a = | r j td « r ». - = « , ^ 0 
25 =5 w a a =g a a n f i I 2 I a sa s a = ? ; :-.s ; ; 

assxqn (segid 3A4 and resid 317 and name CA ) *egia fi d name c , 6 . 5 6 0.56 0.55 

assign segxd 3A4 and resid 317 and name CA segid 3A4 and resio j ^ 5>38 Q> ^„ 

Tssagn iselxd 3A4 and resxd 317 and name CA segxd 3*4 and resxd 3^ ^ ^ g 

30 assxgn (segxd 3A4 and resxd 317 and name CA segx tf ^ name o.69 0.69 

assxgn (segid 3A4 and resxd 317 and name CA seg ^ g^g 0.56 0.56 

assign (segid 3A4 and resxd 317 and name CA j . d 349 and naro © C B ) 10.12 0.51 0.51 

assxgn segxd 3A4 and resxd 317 and name CA segxd 3A4 and re^ia ^ } 9>68 ^„ 

=5 3 a a Ha i a = | s SI 3 Ha I a = I ;il ;| | 

40 assx£ Isegxd 3A4 and resxd 317 and name CA segxd 3A4 and resxd ^ ^ „.73 

assxgn Isegxd 3A4 and resxd 317 and name CA seg M( and name „ ig.54 0.B1 0.80 

assxqn (segxd 3A4 and resxd 317 and name J.^,^ -laa and resxd 355 and name CA ) 17 . 63 0.63 O.M 

es"gn segxd 3A4 and reaxd 317 and name CA segxd 3A4 and resxa cb j u _ u „ „ q.68 

45 =s sss a a na is a = s sa a a a- ». - = » . »■« ; : s:s 
as sssa a as a = a g a a s - - - • &s : : 

assian (segxd 3A4 and resxd 317 and name CA j resxd 358 and name CA ) 16.96 0.B2 0.»^ 

so 5a as s: a sa a a = | as a a at. ». - = » . » : « ; : s s : 

Es Es a a as a a = a as a a a ;3 «. - = - . g:S s. 

Es as s a as a a = s as a a a- = s - - - . as ; : ; 

53 ss '.as a a as a = a a a, a ~- s - - - . ss ta w 

assxgn (segld 3A4 and resid 317 and name CA segxa regi(j 3fi3 and nan>e ^ „ „ q.jb 0.47 

.„,„„ laegld 3A4 and resid 317 and name ca I jsea" resxd 363 and name CB ) 12.29 0.49 o.^» 

aslxgn SgU 3A4 and xesid 317 and name CA segxd 3A4 and resxd 3^ ^ ^ ^ 

"=53asa|s=l SaaasiaEi !| | is 

assxgn (segld 3A4 and resid 317 and name CA segxa ^ an(J ^ ^ q.53 0.S4 

assxgn (segid 3A4 and resid 317 and name CA (segxa 382 gn<J ^ ^ b.M 0.42 0.41 

65 assxgn (segid 3A4 and reald 317 and name CA J jaa« l ° fj" " „ 382 and name cb ) 9.13 0.43 0.4J 

6 "sxgn segxd 3A4 and resxd 317 and name CA segxd 3A4 and resx^ 38;j ^ c } , 

assxgn Isegxd 3A4 and resxd 317 and name CA segxd 3A4 a 38;J and na|ne ^ 5.70 0.45 0.45 

70 E n be b ss a sa 3" a = | a « a ^ « - = a . . :S : : 

alsign se^xd 3A4 and resxd 317 and name CA segxd 3A4 and resxa ^ w ^ „ 

assign segxd 3A4 and resxd 317 and name CA segxd 3M and res^ m6 ^ ^ ^ ( 

assxgn (segxd 3A4 and reaxd 317 and name CA ) '^9" « d 387 anQ nn ^ , n. 2 o 0.13 0.12 

75 assian segid 3A4 and xeaxd 317 and name CA ) segxd 3M and resx 4 „ „ 0>44 

75 ""gn segxa ^4 and resxd 317 and name CA segxd 3A4 and resxd 389 ^ ^ ^ 1 

assxgn (segxd 3A4 and resxd 317 and name CA segxd 3A4 ana 3go ^ ^ ^ ( ^ _„ „.45 0.45 

»Isxan iseaid 3A4 and reaxd 317 and name CA ) <segxd 3M ana r 85 0 51 0 S1 

"sign segid 3A4 and resxd 317 and name CA ) segxd 3A4 and r^xd MO ^ ^ ^ J 

80 assxgn (segxd 3A4 and xesxd 317 and name CA segxd 3fl m and nam6 CB , „ q.55 O.S5 

assxgn (segxd 3A1 and resxd 317 and name CA segxa i« 39J ond naoie ^ , 16 „ o.«8 0.48 

asslln (segld 3A4 and resid 317 and name CA segid 3A4 ^ ^ ^ ( „ „ 0 . 45 

assign (segid 3A4 and resid 317 and name CR I i=^* u 



430 



assign (segid 3A4 and tesid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
5 assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
10 assign (3egid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
15 assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
20 assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 end name CA 
assign (segid 3A4 and resid 317 and name CA 
25 assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
30 assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign Isegid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
assign (segid 3A4 and resid 317 and name CA 
35 assign (segid 3A4 and resid 317 and name N 
assign (segid 3A4 and resid 317 and name N 
assign (segid 3A4 and resid 317 and name N 
assign (segid 3A4 and resid 317 and name H 
assign (segid 3A4 and resid 317 and name N 
40 assign (segid 3A4 and resid 317 and name H 

. . . ■ . J "311 •s**^ name* M 



13.46 
12.22 
13.79 
14.00 
17.31 
18.39 
16.69 



asaiyJi l"cy*u — — 

assign (segid 3A4 and resid 317 and name 

assign (segid 3A4 and resid 317 and name N 

assign (segid 3A4 and resid 317 and name N 

assign (segid 3A4 and resid 317 and name N 



a aaxy ii •»«-» — — " 

45 assign (segid 3A4 and resid 317 and name 
assign (segid 3A4 and resid 317 and name H 
assign Isegid 3A4 and resid 317 and name N 
assign (3egid 3A4 and resid 317 and name N 
assign (segid 3A4 and resid 317 and name N 
50 assign (segid 3A4 and resid 317 and name N. 
assign (segid 3A4 and resid 317 and name 0 
assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 317 and name 
assign (segid 3A4 and resid 317 and name 
55 assign (segid 3A4 and resid 317 and name 
assign (segid 3A4 and resid 317 and name 
assign (segid 3A4 and resid 317 and name 
assign (segid 3A4 and resid 317 and name 
assign (segid 3A4 and resid 317 and name 
60 assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 317 and name 0 
assign (segid 3A4 and resid 317 and name 0 
65 assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 317 and name O 
70 assign (segid 3A4 and resid 317 and name O 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
75 assign (segid 3A4 and rosid 318 and name C 
assign (segid 3A4 and resid 318 and name c 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
80 assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 



(segid 3A4 and resid 393 and name CA ) 15.51 
(segid 3A4 and resid 394 and name CA ) 13.48 
(segid 3A4 and resid 394 and name CB ) 13.40 
(segid 3A4 and resid 395 and name CA ) 16.49 
(segid 3A4 and resid 396 and name CA ) 16.99 
(segid 3A4 and resid 396 and name CB ) 17.48 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 16.23 
(segid 3A4 and resid 401 and name CA ) 14.17 
(segid 3A4 and resid 402 and name CA ) 16.64 
(segid 3A4 and resid 402 and name CB ) 17.09 
(segid 3A4 and resid 404 and name CA > 18.50 
(segid 3A4 and re3id 404 and name CB ) 17.39 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA > 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 317 and name C ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 317 and name O ) 
(segid 3A4 and resid 318 and name C ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB > 
(segid 3A4 and resid 318 and name N ) 
(segid 3A4 and resid 318 and name O ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name N ) 
(segid 3A4 and resid 319 and name O ) 
(segid 3A4 and resid 347 and name O > 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 318 and name C ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 318 and name N ) 
(segid 3A4 and resid 318 and name O ) 
(segid 3A4 and resid 319 and name C ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB > 
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0.62 
0.60 
0.68 
0.65 
0.69 
0.82 
0.67 
0.69 
0.55 



0.62 

0.60 

0.67 

0.65 

0.68 

0.83 

0.66 

0.69 

0.55 

0.63 

0.48 

0.51 

0.58 

0.62 

0.S2 



(segid 3A4 and resid 319 and name H 
(segid 3A4 and resid 319 and name O 
(segid 3A4 and resid 347 and name C 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 347 and name O 
(segid 3A4 and resid 348 and name C 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 433 and name C > 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 433 and name N I 
(segid 3A4 and resid 433 and name O ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 318 and name O > 
(segid 3A4 and resid 319 and name C ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
Isegid 3A4 and resid 319 and name N ) 
(segid 3A4 and resid 319 and name O ) 
(segid 3A4 and resid 383 and name C ) 
Isegid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 383 and name O ) 
(segid 3A4 and resid 431 and name C 
(segid 3A4 and resid 431 and name O ) 
(segid 3A4 and resid 433 and name C ) 



17.55 
16.39 
15.45 
13.25 
12.44 
13.20 
12.44 
12.37 
11.05 
7.76 
9.29 
11.90 
15.23 
17.76 
17.84 
2.45 
1.47 
3.08 
5.55 
4.52 
5.29 
3.29 
6.46 
6.98 
5.75 
6.82 
7.02 
5.85 
6.52 
6.70 
6.65 
3.15 
2.73 
4.08 
2.24 
3.84 
4.40 
4.55 
S.72 
3.50 
4.71 
6.74 
6.92 
7.23 
6.91 
5.59 
5.93 
6.19 
5.77 
5.50 
6.00 
2. S3 
1.22 
3.32 
2.44 
3.55 
1.33 
4.10 
7.62 
7.63 
6.67 
5.80 
5.30 
5.37 



0.46 
0.46 
0.63 
0.68 
0.48 
0.44 
1.70 
1.83 
0.56 
1.22 
0.57 
1.03 
0.56 
0.51 
0.81 
0.76 
0.80 
0.66 
0.73 
0.03 
0.01 
0.20 
0.22 
0.15 
0.23 
0.22 
0.27 
0.34 
0.26 
0.54 
0.42 
0.52 
0.53 
0.67 
0.35 
0.32 
0.06 
0.22 
0.02 
0.43 
0.75 
0.56 
0.45 
0.41 
0.63 
0.35 
0.57 
0.32 
0.72 
0.54 
0.39 
0.42 
0.56 
0.55 
0.41 
0.03 
0.00 
0.14 
0.02 
0.08 
0.00 
0.22 
0.07 
0.16 
0.10 
0.75 
0.98 
0.27 



47 
47 
63 
68 
48 
.44 
.69 
.82 
.57 
1.22 
0.57 
1.03 
0.56 
0.52 
0.82 
0.76 
0.80 
0.66 
0.72 
0.02 
0.02 
0.19 
0.23 
0.16 
0.23 
0.22 
0.28 
0.35 
0.26 
0.55 
0.42 
0.52 
0.53 
0.67 
0.36 
0.33 
0.06 
0.22 
0.03 
0.43 
0.76 
0.55 
0.45 
0.40 
0.64 
0.35 
0.58 
0.32 
0.71 
0.55 
0.39 
0.42 
0.56 
0.55 
0.40 
0.03 
0.01 
0.13 
0.02 
0.08 
0.01 
0.23 
0.08 
0.15 
0.10 
0.74 
0.99 
0.26 
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15 



20 



25 



30 



35 



assign (segid 3A4 and lesid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign tsegid 3A4 and resid 318 and name C 
assign {segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name c 
assign (segid 3A4 and resid 318 and name C 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA » 
assign (segid 3A4 and resid 318 and name CA } 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA } 
assign (segid 3A4 and resid 318 and name CA > 
assign (segid 3A4 and resid 33 8 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
40 assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA 
45 assign (segid 3A4 and resid 318 and name CA 
assign (segid 3A4 and resid 318 and name CA 
assxgn (segid 3A4 and resid 318 and name CA > 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA > 
assign (segid 3A4 and resid 318 and name CA > 
assxgn (segid 3A4 and resid 318 and name CA > 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and tesid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA > 
assign (segid 3A4 and resid 318 and name CA J 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA > 
assign (segid 3A4 and resid 318 and name CA > 
assign (segid 3A4 and resid 318 and name CA ) 
assxgn (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and rQ3id 318 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 
assign l segid 3A4 and resid 318 and name CA ) 
80 assign (segid 3A4 and resid 318 and name CA ) 
assign (segid 3A4 and re3id 318 and name CA ) 
assign (segid 3A4 and resid 33 8 and name CA ) 
assign (segid 3A4 and resid 318 and name CA ) 



50 



55 



60 



65 



70 



75 



(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 433 and name N ) 
(segid 3A4 and resid 433 and name O ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name N J 
(segid HEM and resid 1 and name C1B) 
(segid HEM and resid 1 and name C2B) 
(segid HEM and resid 1 and name CHB) 
(segid HEM and resid 1 and name CMA) 
(segid HEM and resid 1 and name CMB) 
(segid 3A4 and resid 318 and name C ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 318 and name 0 ) 
(segid 3A4 and resid 319 and name C ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 319 and name N > 
(segid 3A4 and resid 319 and name O ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB } 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and lesld 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and tesid 349 and name CA ) 
tsegid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and re3id 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
{segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resLd 356 and name CB ) 
I segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and xesid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA > 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name C ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name O J 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA 
(segid 3A4 and resid 396 and name CB 
segid 3A4 and resid 397 and name CA ) 



5.05 
4.17 
4.86 
7.28 
6.52 
7.25 
6.76 
7.00 
7.22 
5.79 
1.52 

I. 54 
2.39 
4.56 
3.82 
4 .76 
2.45 
5.14 

14.76 
18.02 
18,11 
18.55 
18.96 
14.93 
14.67 
13.31 
13.50 
10.86 

II. 46 
8.98 
8.10 
7.79 

11.52 
12.40 
12.66 
12.51 
11.25 
13.02 
12.51 
16.13 
16.33 
17.89 
17.87 
16.42 
15.81 
15.67 
15.15 
15.81 
16.72 
18.13 
15.21 
14.77 
17.70 
18.60 
17.69 
18.06 
12.43 
10.86 
11.40 
7.68 
7.51 
6.84 
9.50 
10.52 
11.23 
14.89 
18.04 
19. S5 
16.57 
16.24 
14.57 
15.31 
12.85 
11.61 
15.89 
16.70 
14. 4S 
13.28 
13-54 
16.41 
16.15 
16.37 
12.60 



0.27 
0.33 
0.27 
0.61 
0.45 
0.43 
0.48 
0.32 
0.12 
0.44 
0.01 
0.03 
0.01 
0.11 
0.03 
0.06 
0.03 
0.26 
0.58 
0.65 
0.71 
0.58 
0.50 
0.60 
0.64 
0.48 
0.46 
0.84 
1.07 
0.62 
0.54 
0.98 
1.05 
1.06 
0.63 
0.49 
0.54 
0.97 
1.12 



0.92 
0.90 
0.90 
0.65 
0.64 
0.75 
0.89 
0.72 
0.81 
0.53 
0.54 
0.44 
0.43 
0.36 
0.36 
0.46 
0.47 
0.48 
0.26 
0.29 
0.06 
0.14 
0.05 
0.07 
0.12 
0.18 
0.24 
0.39 
0.16 
0.24 
0.42 
0.17 
0.29 



0.27 
0.33 
0.27 
0.60 
0.45 
0.42 
0.47 
0.31 
0.13 
0.44 
0.02 
0.02 
0.01 
0.10 
0.03 
0.07 
0.03 
0.26 
0.59 
0.65 
0.72 
0.57 
0.50 
0.59 
0.64 
0.48 
0.47 
0.84 
1.07 
0.61 
0.53 
0.99 
1.05 
1.05 
0.62 
0.50 
0.53 
0-97 
1.11 
0.92 
0.90 
0.91 
0.65 
0.64 
0.75 
0.88 
0.71 
0.80 
0.54 
0.53 
0.44 
0.43 
0.36 
0.36 
0.47 
0.47 
0.47 
0.26 
0.30 
0.05 
0.14 
0.06 
0.07 
0.12 
0.18 
0.24 
O.40 



26 
0.28 
0.28 
0.35 
0.38 
0.29 
0.24 
0.39 
0.48 
0.60 
0.47 



16 
24 

.42 
,17 
,30 
.26 
.26 
.29 



0.34 
0.37 
0.29 
0.24 
0.37 
0.48 
0.60 
0.47 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 1A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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1.45 
2.39 
3.59 
4.73 
4.28 
5.08 
2.85 
5.03 
7.09 
6.80 
6.43 
6.13 
6.20 
6.15 
5.75 
5.62 
6.71 
5.37 
3.17 
3.62 
2.74 
3.94 
2.23 
4.62 
7.69 
4.82 
4.47 



0.45 
0.57 
0.41 
0.48 
0.49 
0.43 
0.53 
0.60 
0.49 
0.38 
0.27 
0.43 
0.51 
0.60 
0.51 
0.51 
0.48 
0.49 
0.47 
0.52 
0.49 
0.54 
0.48 
0.48 
0.48 
0.46 
0.50 
0.43 
0.42 
0.61 
0.68 
0.52 
1.58 
0.69 
1.18 
0.39 
1.06 
1.06 
1.11 
0.50 
0.38 
0.34 
0.32 
0.39 
0.68 
0.52 
0.53 
0.84 
0.71 
0.91 
0.43 
0.46 
0.48 
0.44 
0.39 
0.03 
0.01 
0.03 
0.05 
0.15 
0.04 
0.08 
0.05 
0.26 
0.74 
0.20 
0.20 
0.23 
0.32 
0.28 
0.21 
0.35 
0.50 
0.51 
0.17 
0.23 
0.03 
0.16 
0.01 
0.26 
0.09 
0.80 
1.03 



0.45 
0.58 
0.41 
0.49 
0.48 
0.44 
0.52 
0.61 
0.49 
0.39 
0.27 
0.42 
0.52 
0.60 
0.51 
0.50 
0.47 
0.49 
0.47 
0.51 
0.49 
0.55 
0.47 
0.49 
0.49 
0.45 
0.51 
0.44 
0.42 
0.62 
0.6B 
0.53 
1-58 
0.69 
1.18 
0.39 
1.06 
1.06 



11 
50 
38 
33 
32 
40 
.68 
0.51 
0.53 
0.83 
0.71 
0.90 
0.44 
0.46 
0.48 
0.44 
0.39 
0.03 
0.01 
0.03 
0.05 
0.15 
0.04 
0.08 
0.05 
0.26 
0.75 
0.20 
0.19 
0.23 
0.31 
0.28 
0.20 
0.34 
0.50 
0.51 
0.16 
0.24 
0.03 
0.15 
0.02 
0.26 
0.09 
0.79 
1.04 



434 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 318 and name O 
assign {segid 3A4 and tesid 318 and name O 
assign (segid 3A4 and resid 318 and name O 
assign segid 3A4 and resid 318 and name O 
assign (segid 3A4 and resid 318 and name O 
assign segid 3A4 and resid 318 and name O 
assign selid 3A4 and resid 318 and name O 
assign selid 3A4 and resid 319 and name C 
assign (segid 3A4 and resid 319 and name C 
assign (segid 3A4 and resid 319 and name C 
assign segid 3A4 and resid 319 and name C 
assign selid 3A4 and resid 319 and name C 
aslign segid 3A4 and resid 319 and name C 
assign segid 3A4 and resid 319 and name C 
assign (segid 3A4 and resid 319 and name C 
assign (segid 3A4 and resid 319 and name C 
assign (segid 3A4 and resid 319 and name C 
assign segid 3A4 and resid 319 and name C 
assign (segid 3A4 and resid 319 and name C 
assign (segid 3A4 and resid 319 and name C 
assign (segid 3A4 and resid 319 and name C 
segid 3A4 and resid 319 and name C 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CA 
asHiy „ (segid 3A4 and resid 319 and name CA 
asStgn segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign (selid 3A4 and resid 319 and name CA 
assign (segid 3A4 and resid 319 and name CA ) 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CA 
assign (segid 3A4 and resid 319 and name CA 
assign (segid 3A4 and resid 319 and name CA 
assign (segid 3A4 and resid 319 and name CA ) 
as^gn segid 3A4 and resid 319 and name CA 
assign (segid 3A4 and resid 319 and name CA 
assian (segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign (segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assiln segid 3A4 and resid 319 and name CA 
segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CA 
assign (segid 3A4 and resid 319 and name CA 
allw segid 3A4 and resid 319 and name CA 
assX segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign Lgid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segiS 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assiln segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assian segid 3A4 and resid 319 and name CA 
assign segid 3A4 and resid 319 and name CA 
assign selid 3A4 and resid 319 and name CA ) 
assign _^„h -»i Q a nri name CA 



assign 
assign 
assign 
assign 
assign 



60 



65 



70 



(segid 3A4 and resid 133 and name C ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid -433 and name N > 
(segid 3A4 and resid 433 and name O ) 
(segid 3A4 and resid 434 and name CA J 
(segid 3A4 and resid 434 and name H ) 
(segid HEM and resid 1 and name CMB 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 319 and name O 
(segid 3A4 and resid 345 and name O 
(segid 3A4 and resid 347 and name C 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 347 and name N 
(segid 3A4 and resid 348 and name N 
(segid 3A4 and tesid 382 and name O 
(segid 3A4 and resid 383 and name C 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 3B3 and name O 
(segid 3A4 and resid 433 and name N 
(segid HEM and resid 1 and name C3A 
(segid HEM and resid 1 and name CMA) 
(segid 3A4 and resid 319 and name C 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 319 and name O > 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and res id 345 and name CA J 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB ) 
segid 3A4 and resid 350 and name CA 
segid 3A4 and resid 350 and name CB 
segid 3A4 and resid 351 and name CA ) 
segid 3A4 and resid 352 and name CA 
segid 3A4 and resid 352 and name CB 
segid 3A4 and resid 353 and name CA 
segid 3A4 and resid 353 and name CB 
segid 3A4 and resid 356 and name CB 
segid 3A4 and resid 357 and name CB 
segid 3A4 and resid 360 and name CA 
segid 3A4 and resid 360 and name CB 
segid 3A4 and resid 361 and name CA 
segid 3A4 and resid 361 and name CB 
segid 3A4 and resid 363 and name CA 
(segid 3A4 and resid 363 and name CB 
segid 3A4 and resid 381 and name CA 
segid 3A4 and resid 382 and name CA 
segid 3A4 and resid 382 and name CB ) 
selid 3A4 and resid 383 and name C 
segid 3A4 and resid 383 and name CA 
segid 3A4 and resid 383 and name O 
segid 3A4 and resid 384 and name CA 
segid 3A4 and resid 384 and name CB ) 
segid 3A4 and resid 385 and name CA 
segid 3A4 and resid 386 and name CA ) 
selid 3A4 and resid 387 and name CA 
selid 3A4 and resid 388 and name CA ) 
seoid 3A4 and resid 388 and name CB 
selid 3A4 and resid 389 and name CA ) 
selid 3A4 and resid 389 and name CB ) 



0.30 
0.45 
0.51 
0.22 
0.49 
0.45 
0.40 
0.02 
0.00 
0.45 
0.60 
0.60 
0.50 
0.70 
0.74 
0.26 
0.32 
0.29 
0.39 
0.39 
0.48 
0.42 
0.01 
0.01 
0.01 
0.59 



75 



80 



assign selid 3A4 and resid 319 and name CA segid 3A« ana ™™ = = ^ ■ ) 
assiln segid 3A4 and resid 319 and name CA segid 3A4 and re ^ cb ) 

assiln (segid 3A4 and resid 319 and name CA segid 3A4 and re ^ ^ ^ ) 

assiln (segid 3A4 and resid 319 and name CA segid 3A4 and resi cb 
assiln selid 3A4 and resid 319 and name CA segid 3A4 and resid 3 ^ ^ ) 

llllln segid 3A4 and resid 319 and name CA ) (segid 3A4 ana resia ^ ^ namf) CB , 
assiln selid 3A4 and res.d 319 and name CA ) 
assiln selid 3A4 and resid 319 and name CA 
assiln selid 3A4 and resid 319 and name CA 
assiln selid 3A4 and resid 319 and name CA , 



isegia ■w* auw — 

selid 3A4 and resid 392 and name CB 
selid 3A4 and resid 393 and name CA 
selid 3A4 and resid 394 and name CA 
segid 3A4 and resid 394 and name CB J 



4.70 
4.26 
3.22 
4.33 
6.73 
5.87 
6.69 
2.52 

I. 23 
6.82 
6.21 
6.00 
5.08 
5.90 
5.69 
7.23 
7.00 
7.06 
6.12 
6.25 
6.75 
5.64 
1.53 

I. 54 
2.40 

II. 12 
14.36 
14.52 
17.98 
18.56 
17.51 
15.24 
15.67 

II. 75 
11.63 
10.39 
10.50 

8.65 
9.56 
7.24 
6.16 
7.56 
11.04 
11.59 
11.96 
11.51 
11.62 
13.79 
13.38 
16.27 
16.18 
17.96 
17.49 
17.44 
17.00 
17.29 
17.89 
18.14 
17.90 
12.51 
9.93 
10.10 
6.91 
7.16 
5.87 
8.32 
9.62 
8.97 
12.64 
15.47 
16.79 
17.83 
13.65 
13.10 
12.28 
13.25 
11.05 
10.12 
14.34 
14.98 
13.72 
13.01 
13.09 



68 
76 
67 
73 
.66 
0.61 
0.55 



0.31 
0.44 
0.52 
0.21 
0.50 
0.45 
0.41 
0.01 
0.00 
0.44 
0.61 
0.59 
0.50 
0.70 
0.74 
0.25 
0.33 
0.29 
0.39 
0.40 
0.49 
0.41 
0.01 
0.01 
0.01 
0.60 
0.69 
0.77 
0.67 
0.73 
0.65 
0.61 
0.54 
0.61 
0.62 
0.57 
0.60 
0.84 
0.95 
0.74 
0.69 
0.91 
0.89 
0.89 
0.56 
0.42 
0.65 
0.90 
1.00 
0.83 
0.80 
0.83 
0.62 
0.78 
0.91 
0-73 
0.79 



61 
62 
57 
,60 
.85 
.95 
0.74 
0.69 
0.90 
0.89 
0.89 
0.56 
0.43 
0.66 
0.89 
1.01 
0.83 
0.80 
0.83 
0.62 
0.77 
0.90 
0.73 
0.78 
0.51 
0.49 
0.37 
0.31 
0.36 
0.18 
0.19 
0.21 
0.28 
0.33 
0.14 
0.21 
0.39 
0.24 
0.41 
0.30 
0.46 
0.24 
0.32 
0.37 
0.45 
0.37 
0.38 
0.54 
0.45 
0.44 



52 
49 
.37 
.31 
.35 
.17 
0.19 
0.21 
0.27 
0.34 
0.15 
0.22 
0.38 
0.23 
0.41 
0.31 
0.47 
0.25 
0.32 
0.37 
0.45 
0.37 
0.38 
0.54 
0.45 
0.43 



435 



assign (segid 3A4 and resxd 319 and name CA 

assign (segid 3A4 and resxd 3X9 and name CA 

assign (segxd 3A4 and resxd 319 and name CA 

assign (segid 3A4 and resxd 319 and name CA 

assxgn (segxd 3A4 and resld 319 and name CA 1= ~ ™ --»- ~ ~ name „ , 

assxgn (segxd 3A4 and resxd 319 and name CA segxa ^ ^ na(ne ^ , 

assxgn 3 £ SS5 319 and naTe CA ! Isegxd 3A4 and resxd 399 and name CA , 
^ j j MAa (<4 ii o anrf name CA 



(segxd 3A4 and resid 395 and name CA ) 
(segid 3A4 and resxd 396 and name CA ) 
(segxd 3A4 and resxd 396 and name CB ) 
(segxd 3A4 and resxd 397 and name CA ) 
(segxd 3A4 and resxd 397 and name CB ) 



16.56 
16.59 
16.61 
13.51 
12.10 
15.23 
15.58 
18.50 



10 



15 



(segxd 3A4 and resid 319 and name CA ) 
(segid 3A4 and resxd 319 and name CA ) 
(segid 3A4 and resxd 319 and name CA ) 
(segid 3A4 and resxd 319 and name CA ) 
(segid 3A4 and resxd 319 and name CA ) 
(segid 3A4 and resxd 319 and name CA ) 
assxgn (segxd 3A4 and resxd 319 and name CA ) 
assxgn {segxd 3A4 and resxd 319 and name CA ) 
assxgn (segxd 3A4 and resxd 319 and name CA 
assxgn (segxd 3A4 and resxd 319 and name CA 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 



20 



25 



30 



16.10 
19.20 
17.24 
14.35 
12.31 
11-97 
10.29 

assxgn (segxd 3A4 and resxd 319 and name ™ > — ™ resxd ill and name CA ) 6*. 54 

assxgn (segxd 3A4 and resxd 319 and name CA segxd 3A4 ana ^ ^ c } ? ^ 

assxgn (segxd 3A4 and resxd 319 and name CA segxd saa an ^ ^ ) ^ 

assign (segxd 3A4 and resxd 319 and name CA segxd 3A4 ana ^ ^ name N ) 5.64 

lllZ S S Ssfd § S3 == | KS- 3A4 and resxd 433 and name O ) 6.95 



(segxo o/v* — — — - 

(segxd 3A4 and resid 400 and name CA ) 17. 5& 
(segxd 3A4 and resld 400 and name CB ) 16.66 
(segxd 3A4 and resid 401 and name CA ) 
(segxd 3A4 and resxd 402 and name CA ) 
(segxd 3A4 and resxd 425 and name CA > 
(segid 3A4 and resxd 426 and name CA ) 
(segid 3A4 and resxd 427 and name CA ) 
(segid 3A4 and resxd 428 and name CA ) 
(segxd 3A4 and resxd 429 and name CA ) 
(segxd 3A4 and resad 430 and name CA ) 



(segxd 3A4 and resxd 319 and name CA ) 
(segxd 3A4 and resxd 319 and name CA ) 
(segxd 3A4 and resxd 319 and name CA ) 
(segid 3A4 and resxd 319 and name CA ) 
(segxd 3A4 and resxd 319 and name CA > 
a33iy » (segxd 3A4 and resxd 319 and name CA ) 
assxgn (segid 3A4 and resxd 319 and name CA 
assxgn (segid 3A4 and resxd 319 and name CA ) 

^ ' ' . - . j i-i a inH name* HA 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 



1 and name C3A) 
1 and name C4A) 
1 and name CHB) 

assxgn (segid 3A4 and resxa jx» ana »o«« ^ , — . d x Bnd name CMA) 

assxgn (segid 3A4 and resxd 319 and name CA segxd and resxd 1 ^ ^ 

IVJZ M £ and resxd 111 =S nTe 3 1 Ugxd 3A4 and resxd 322 and na»e CA 



Vsegiu -Arv-a on- 

(segxd 3A4 and resxd 434 and name CA ) 
(segxd 3A4 and resxd 435 and name CA ) 
(segxd 3A4 and resxd 436 and name CA ) 
(segxd 3A4 and resid 437 and name CA ) 
(segxd HEM and resxd 1 and name C2A) 
(segxd HEM and resid 
(segxd HEM and resid 
(segxd HEM and resid 



35 assxgn (segid 3A4 and resxd 319 and name CB 
assxgn (segid 3A4 and resid 319 and name CB 
assxgn (segid 3A4 and resxd 319 and name CB ) 
assxgn (segid 3A4 and resxd 319 and name CB 
. assxgn (segid 3A4 and resxd 319 and name CB 
40 assxgn (segid 3A4 and resxd 319 and name CB 
W assxgn (segid 3A4 and resid 319 and name CB , 



(segxd 3A4 and resxd 323 and name CA ) 
(segid 3A4 and resxd 323 and name CB ) 
(segxd 3A4 and resxd 324 and name CA ) 
(segxd 3A4 and resxd 324 and name CB ) 
{segid 3A4 and resxd 342 and name CA ) 
(segxd 3A4 and resid 343 and name CA ) 
(segxd 3A4 and resld 343 and name CB ) 



45 



50 



55 



assxgn (segid 3A4 and resid 319 and name « ~j ™ — ^ ^ ^ ^ , 

assxgn (segxd 3A4 and resid 319 and name CB segxa ^ ^ CQ } 

assxgn (segxd 3A4 and resxd 319 and name CB segxd 3A4 ana and name ca ) 

assxgn (*egid 3A4 and resxd 319 and name CB segxa a* ^ ^ ^ ) 

SSS 5SS 25 S S3 S = S Kg - and resid JJJ and name CA , 

assxgn (segid 3A4 and resxd 319 and name CB ) 
assxgn (segxd 3A4 and resid 319 and name CB 
alsxgn (segid 3A4 and resid 319 and name CB ) 



assxgn 
assxgn 



60 



65 



70 



75 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assign 



and resid 319 and name CB 
and resid 319 and name CB 
and resid 319 and name CB 
and resid 319 and name CB 
and resid 319 and name CB 
cseqia w and resid 319 and name CB 
(segxd 3A4 and resid 319 and name CB 
(segxd 3A4 and resid 319 and name CB 
(segid 3A4 and resxd 319 and name CB 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resxd 319 and name CB ) 



(segid 3A4 
(segid 3A4 
assxgn (segxd 3A4 
assxgn (segxd 3A4 
(segid 3A4 
(segid 3A4 



ouu •»- — — — 

(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and tesxd 319 and name CB 
(segid 3A4 and resxd 319 and name CB 
(segid 3A4 and resid 319 and name CB 
and resxd 319 and name CB 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 319 and name CB ) 



80 



and resxd 319 and name CB 
isegaa >™ and resxd 319 and name CB 
(segxd 3A4 and resxd 319 and name CB 
(segxd 3A4 and resxd 319 and name CB 
assxon (segxd 3A4 and resxd 319 and name CB 
assign (segxd 3A4 and resxd 319 and name CB 
assxgn (segxd 3A4 and resxd 319 and name CB 
assxgn (segxd 3A4 and resxd 319 and name CB . 
assxgn (segxd 3A4 and resxd 319 and name CB- ) 
assign (segxd 3A4 and resxd 319 and name CB 
assign (segid 3A4 and resid 319 and name CB ) 
assign (segid 3A4 and resid 319 and name CB ) 



(segxd 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segxd 3A4 and resid 349 and name CA ) 
(segxd 3A4 and resxd 349 and name CB ) 
(segxd 3A4 and resxd 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segxd 3A4 and resid 351 and name CA ) 
(segxd 3A4 and resid 352 and name CA ) 
(segxd 3A4 and resxd 352 and name CB ) 
(segxd 3A4 and resid 353 and name CA ) 
(segxd 3A4 and resxd 353 and name CB ) 
(segxd 3A4 and resxd 357 and name CB ) 
(segxd 3A4 and resid 361 and name CA 
(segxd 3A4 and resxd 363 and name CA 
(segxd 3A4 and resid 363 and name CB ) 
(segxd 3A4 and resid 381 and name CA 
(segxd 3A4 and resid 382 and name CA 
(segxd 3A4 and resxd 382 and name CB ) 
(segid 3A4 and resxd 382 and name O > 
(segid 3A4 and resxd 383 and name C 
(segid 3A4 and resxd 383 and name CA 
(segid 3A4 and resxd 383 and name O 
(segid 3A4 and resxd 384 and name CA 
(segid 3A4 and resxd 384 and name CB 
segxd 3A4 and resxd 384 and name M 
segid 3A4 and resxd 385 and name CA 
segid 3A4 and resxd 385 and name N 
segxd 3A4 and resxd 386 and name CA 
segxd 3A4 and resxd 387 and name CA 
segxd 3A4 and resxd 388 and name CA 
segxd 3A4 and resid 388 and name CB 
segxd 3A4 and resxd 389 and name CA 
segid 3A4 and resxd 389 and name CB 
segid 3A4 and resid 390 and name CA 
se^id 3A4 and resid 390 and name CB ) 



9.41 
12.89 
15.39 
18.48 
7.31 
6.27 
6.50 
5.98 
5.41 
5.90 
10.74 
13.81 
13.94 
17.49 
18.04 
17.38 
15.16 
15.49 
11.85 
11.89 
10.38 
10.30 
9.11 
10.18 
7.41 
6.13 
8.36 
11.77 
12.31 
12.26 
11.63 
11.98 
14.48 
14.20 
16.79 
16.59 
17.86 
18.25 
18.84 
18.63 
12.24 
9.41 
9.62 
7.11 
6.12 
6.66 
5.00 
7.19 
8.48 
7.12 
7.87 
7.29 
11.57 
14.29 
15.15 
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6.86 
7.13 
5.05 
6.37 
6.39 
4.06 
5.65 
4.62 
4.83 
5.32 
6.80 
7.00 
6.74 
7.01 
5.48 
6.40 
8.76 
9.51 
11.06 



10.23 
15.32 
15.03 
12.29 
14.58 
14.47 
14.90 
18.60 
17.17 



isegia ^ „ : ,« 

(segid 3A4 and resid 385 and name CA ) 17.71 
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70 



75 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 
cJi> ■> (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Isegid 3A4 and resid 



(segid 3A4 and resid 386 and name CA 
(segid 3A4 and resid 389 and name CA 
(segid 3A4 and resid 389 and name CB 
(segid 3A4 and resid 38 and name CA 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
31 and name CB ) (segid 3A4 and resid 
31 and name CB ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 323 and name 0 
31 and name N ) (segid 3A4 and lesid 32 and name C 
31 and name N ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 
31 and name H ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 
31 and name N ) (segid 3A4 and resid 341 and name C 
31 and name N ) (segid 3A4 and resid 341 and name CA 
31 and name N ) (segid 3A4 and resid 341 and name CB 
31 ana name N (segid 3A4 and resid 341 and name CG 
31 and name N ) (segid 3A4 and resid 341 and name O 
31 and name N ) (segid 3A4 and xesid 342 and name C 
31 and name N ) (segid 3A4 and resid 342 and name CA 
31 and name N ) (segid 3A4 and resid 342 and name N ) 
l\ £5 name 5 (segid 3A4 and resid 342 and name 0 
31 and name N ) (segid 3A4 and resid 343 and name C 
31 and name M ) (segid 3A4 and rosid 343 and name CA 
31 and name N ) (segid 3A4 and resid 343 and name CB 
31 and name N ) (segid 3A4 and resid 343 and name M 
31 and name N aegid 3A4 and resid 343 and name O 
31 anl name H ) (segid 3A4 and rosid 344 and name C ) 



) 
) 
) 
) 

38 and name CB ) 

39 and name CA ) 

39 and name CB ) 

40 and name CA ) 

40 and name CB ) 

41 and name CA ) 

41 and name CB ) 

42 and name CA ) 
42 and name CB ) 
31 and name C ) 
31 and name CA ) 
31 and name CB ) 

31 and name O ) 
) 
) 

32 and name CA ) 
32 and name CB ) 
32 and name N ) 

32 and name 0 ) 

33 and name CA J 
33 and name N ) 



17.86 
19.25 
18.01 
10.81 
9.75 
11.12 
11.70 
14.34 
15.54 
13.10 
12.59 
10.49 
9.22 
2.40 
1.45 
2.44 
2.73 
7.52 
5.78 
4.73 
5.52 
3.51 
6.20 
7.69 
6.47 
6.27 
6.78 
6.24 
6.93 
6.89 
4 
5 
5 
3 
5 



0.16 
0.19 
0.17 
0.24 
0-18 
0.22 
0.32 
0.37 
0.23 
0.29 
0.24 
0.20 
0.27 
0.40 
0.43 
0.58 
0.36 
0.42 
0.33 
0.37 
0.43 
0.38 
0.30 
0.34 
0.46 
0.30 
0.37 
0.28 
0.26 
0.33 
0.41 
0.40 
0.24 
0.26 
0.77 
0.88 
0.32 
0.21 
0.23 
0.34 
0.51 
0.52 
0.27 
0.26 
0.64 
0.66 
0.21 
0.29 
0.14 
0.18 
0.14 
0.15 
0.30 
0.38 
0.21 
0.19 
0.04 
0.01 
0.03 
0.07 
0.11 
0.07 
0.05 
0.05 
0.05 
0.06 
0.16 
0.14 
0.21 
0.26 
0.36 
0.34 
0.25 
0.09 
0.09 
0.15 
0.09 
0.21 
0.21 
0.28 
0.15 
0.19 
0.19 



14 
31 
47 
,01 
.19 
4.40 
5.32 
4.73 
6.30 
6.81 



0.17 
0.18 
0.18 
0.25 
0.17 
0.23 
0.32 
0.37 
0.23 
0.29 
0.23 
0.20 
0.26 
0.40 
0-43 
0.58 
0.35 
0.42 
0.33 
0.37 
0.43 
0.38 
0.30 
0.34 
0.46 
0.31 
0.37 
0.28 
0.26 
0.33 
0.41 
0.39 
0.23 
0.26 
0.77 
0.87 
0.33 
0.21 
0.24 
0.34 
0.50 
0.53 
0.28 
0.25 
0.64 
0.66 
0.21 
0.29 
0.13 
0.17 
0.13 
0.16 
0.31 
0.39 
0.20 
0.18 
0.03 
0.01 
0.03 
0.07 
0.11 
0.07 
0.05 
0.05 
0.04 
0.06 
0.16 
0.15 
0.21 
0.26 
0.36 
0.34 
0.26 
0.09 
0-09 
0.14 
0.08 
0.21 
0.20 
0.27 
0.15 
0.19 
0.18 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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25 



30 



35 



40 



45 



50 



55 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assLgn (segid 3A4 and re&ld 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
« 3S , 4 „ {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
co,.,.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 322 and name 
(segid 3A4 and xesid 322 and name 
(segid 3A4 and resid 322 and name 
(segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
(segid 3A4 and resid 322 and name 
(segid 3A4 and resid 322 and name 
(segid 3A4 and resid 322 and name 
(segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4-and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name C 
assign segid 3A4 and resid 322 and name C 
assign (segid 3A4 and resid 322 and name CA ) 
assign (segid 3A4 and resid 322 and name CA ) 
assign (segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



31 and name N 
31 and name N 
31 and name N 
31 and name N 
31 and name O 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 
31 and name 



assign 
assign 
assign 
assign 
assign 



O 
O 
O 
O 
O 
O 
O 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



32 and name CA ) 
32 and name CB 
32 and name N 

32 and name O 

33 and name C 
33 and name CA 
33 and name CB 
33 and name N 
33 and name O 



(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 344 and name N 
(segid 3A4 and resid 34 4 and name O 
(segid 3A4 and resid 31 and name CB 
(segid 3A4 and resid 323 and name N 
(segid 3A4 and resid 323 and name O 
(segid 3A4 and resid 32 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid — 
(segid 3A4 and resid 341 and name C 
(segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 342 and name O J 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
I segid 3A4 and resid 343 and name N J 
(segid 3A4 and resid 343 and name O ) 
(segid 3A4 and resid 344 and name C 
(segid 3A4 and resid 344 and name CA ) 
(aegid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 344 and name O ) 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name CA ) 



6.10 

5.96 

4.94 

6.43 

3.13 

7.65 

7.08 

3.76 

2.76 

3.91 

2.24 

4.58 

6.47 

5.43 

5.17 

4.13 

6.58 

7.50 

7.75 

4.64 

6.11 

6.77 

4.00 

3.62 

3.41 



jj-vi «-*•»>- — - 

(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name N 
(segid 3A4 and resid 346 and name N 
(segid 3A4 and resid 34 and name K 
(segid 3A4 and resid 322 and name O 
(segid 3A4 and resid 323 and name C 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CG ) 
(segid 3A4 and resid 323 and name N ) 
(segid 3A4 and resid 323 and name O ) 
(segid 3A4 and resid 324 and name C ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and lesid 324 and name CB ) 
(segid 3A4 and resid 324 and name N 
(segid 3A4 and resid 324 and name O ) 
(segid 3A4 and resid 325 and name N ) 
(segid 3A4 and xesid 342 and name C ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name N 
(segid 3A4 and xesid 343 and name O ) 
(segid 3A4 and resid 344 and name C ) 
segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB * 
(segid 3A4 and resid 344 and name N 
(segid 3A4 and resid 345 and name N 
(segid 3A4 and resid 322 and name C 
(segid 3A4 and resid 322 and name O 
(segid 3A4 and resid 323 and name C 
segid 3A4 and resid 323 and name CA 



70 



75 



80 



sssign »se gl d 3M and resid 322 and name c* segiu »~ ~ ^ an(J ^ CB , 
assign (segxd 3A and resid 322 and name a segid 3M * ^ ^ gnd ^ 



isegj-u •j^yt «»■».——— — — — 

assign (segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA ) 
assign segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA ) 



isegia ~ — _ , 

(segid 3A4 and resid 323 and name CG 
(segid 3A4 and resid 323 and name N 
(segid 3A4 and resid 323 and name O 
(segid 3A4 and resid 324 and name CA 
(segid 3A4 and xesid 324 and name CB 
(segid 3A4 and lesid 324 and name H 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resvd 327 and name CA ) 
(segid 3A4 and resid 327 and name CB ) 
(segid 3A4 and resid 328 and name CA ) 



20 
46 
82 
.27 
.88 
.97 
.B8 
.79 
.29 
.36 
.36 
.52 
-7.36 
7.47 
1.23 
3.57 
2.46 
3.37 
3.54 
1.33 
3.8S 
6.98 
5.91 
6.51 
4.64 
7.15 
7.91 
6.63 
6.79 
7.67 
4.85 
5.77 
6.03 
5.57 
3.65 
6.23 
5.54 
6.51 
5.69 
5.91 
1.52 
2.40 
4.70 
3.79 
4.58 
4.67 
2.39 
4.64 
7.03 
7.62 
5.89 
10.21 
10.92 
12.98 
13.28 
15.66 
16.5V 
16.68 



0.27 
0.36 
0.24 
0.13 
0.06 
0.10 
0.08 
0.13 
0.04 
0.13 
0.02 
0.10 
0.22 
0.29 
0.38 
0.23 
0.14 
0.22 
0.28 
0.12 
0.13 
0.16 
0.17 
0.11 
0.05 
0.02 
0.08 
0.11 
0.20 
0.24 
0.38 
0.18 
0.19 
0-30 
0.23 
0.20 
0.23 
0.29 
0.26 
0.01 
0.06 
0.01 
0.09 
0.19 
0.00 
0.09 
0.05 
0.10 
0.23 
0.07 
0.10 
0.06 
0.09 
0.18 
0.10 
0.11 
0.08 
0.14 
0.05 
0.11 
0.32 
0.14 
0.21 
0.13 
0.43 
0.01 
0.02 
0.05 
0.02 
0.09 
0.21 
0.02 
0.07 
0. 
0. 
0. 
0, 
0, 
0 
0 
0 
0 
0 



26 
37 
24 
,13 
.07 
.10 
0.08 
0.13 
0.04 
0.13 
0-01 
0.11 
0.21 
0.28 
0.39 
0.24 
0.14 
0.23 
0.28 
0.12 
0.12 
0.16 
0.17 
0.11 
0.05 
0.03 
0.07 



11 
21 
23 
.37 
.17 
.19 
.30 
.24 
0.20 
0.22 
0.30 
0.25 
0.02 
0.07 
0.00 
0.09 
0.18 
0.01 
0.10 
0.05 
0.09 
0.23 
0.08 
0.10 
0.06 
0.09 
0.17 
0.10 
0.12 
0.08 
0.14 
0.06 
0.10 
0.33 
0.14 
0.21 
0.13 
0.43 
0.01 
0.01 
0.05 
0.01 
0.09 
0.20 
0.02 
0.08 
0.10 
0.25 
0.08 
0.12 
0.22 
0.12 
0.09 
0.28 
0.33 
0.41 
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assign 
assign 
assign 
assign 
assign 



25 



30 



35 



40 



45 



assign (segid 3A4 and resid 322 and name CA ) 

assign segid 3A4 and resid 322 and name CA 

astigS segid 3A4 and resid 322 and name CA 

assign segid 3A4 and resid 322 and name CA 

assign segid 3A4 and resid 322 and name CA 

assign se^id 3A4 and resid' 322 and name CA 

W Isegid 3A4 and resid 322 and name CA 

assign {segid 3A4 and resid 322 and name CA ) 

assign segid 3A4 and resid 322 and name CA 

assign 3A4 and resid 322 and name CA 

assign segid 3A4 and resid 322 and name CA 

assign segid 3A4 and resid 322 and name CA 
assign seg^ ^ ^ ^ ^ ^ 

(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 322 and name CA ) 
assign (segid 3A4 and resid 322 and name CA ) 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign se^id 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 322 and name CA 
segid 3A4 and resid 322 and name CA 
(segid 3A4 and resid 322 and name CA 
segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign slgid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign Uegid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
atslgn segid 3A4 and resid 322 and name CA 
astig" segid 3A4 and resid 322 and name CA 
assign segxd 3A4 and resid 322 and name CA ) 
HV^x segid 3A4 and resid 322 and name CA 
ase^n segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA 



assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and tesid 328 and name CB > 
(segid 3A4 and resid 329 and name CA 
(segid 3A4" and resid 329 and name CB ) 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB J 
segid 3A4 and resid 336 and name CA ) 
segid 3A4 and resid 337 and name CA 
selxd 3A4 and resid 337 and name CB 
segid 3A4 and resid 338 and name CA 
segid 3A4 and resid 338 and name CB 
segid 3A4 and resid 339 and name CA 
segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 340 and name CA ) 
segid 3A4 and resid 341 and name CA 
segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA ) 
segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name N J 
(segid 3A4 and resid 343 and name O ) 
(segid 3A4 and resid 344 and name C ) 
segid 3A4 and resid 344 and name CA 
segid 3A4 and resid 344 and name CB ) 
segid 3A4 and resid 344 and name N 
(segid 3A4 and resid 344 and name O 
segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name N ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 



18.07 
16.00 
11.77 
17.34 
15.56 
14.09 
17.46 
14.27 
13.03 
15.35 
16.03 
14.53 
15.75 
12.22 
10.54 
11.11 
6.72 
7.03 
7.63 
4.5S 
5.74 
6.25 
5.71 



S3? 3A« and resxd 322 and name CA segxo - ™ ~ — a „ d nane cA , 

assign (segxd 3A4 and resxd 322 and name £ (sag ^ ^ ^ CA 



IZZ, SSS 3A4 "and resxd 322 and name CA 

50 llllZ segxd 3A4 and resxd 322 and name CA 

as"™ segxd 3A4 and resxd 322 and name CA 

asai™ segxd 3A4 and resxd 322 and name CA 

assx£ (segxd 3A4 and resxd 322 and name CA 

assign (segxd 3A4 and resxd 322 and name CA ) 

55 "sign segxd 3A4 and resxd 322 and name CA ) 

alalZ segxd 3A4 and resxd 322 and name CA 

asslgS segxd 3A4 and resxd 322 and name CA 

assign selid 3A4 and resxd 322 and name CA 

assign segxd 3A4 and resxd 322 and name CA 

60 assxgn segxd 3A4 and resxd 322 and name CA 

assxgn (segxd 3A4 and resxd 322 and name CA 



.41 
.39 
.64 
.42 
.09 
.55 
.26 
6.21 
5.10 
8.92 
9.91 
10.58 
10.34 
13.37 
14.25 
13.64 
14.52 
13.64 
16.84 
18.86 
18.66 
17.49 
13.95 
12.97 
14.09 
13.71 
15.01 
10.96 
12.24 



0.40 
0.75 
0.81 
0.85 
0.85 
0.85 
0.54 
0.50 
0.54 
0.25 
0.25 
0.10 
0.11 
0.37 
0.18 
0.20 
0.10 
0.18 
0.11 
0.27 
0.20 
0.25 
0.11 
0.24 
0.53 
0.32 
0.21 
0.30 
0.52 
0.74 
0.90 
0.65 
0.85 
0.87 
0.72 
0.61 
0.73 
0.76 
0.76 
0.78 
0.79 
0.32 
0.57 



i&egiu ja« caiiu to — 

segid 3A4 and resid 384 and name CA 
(segid 3A4 and resid 384 and name CB ) 
segid 3A4 and resid 385 and name CA 
segid 3A4 and resid 386 and name CA ) 
segid 3A4 and resid 387 and name CA 12.99 
segid 3A4 and resid 388 and name CA 13.71 
segid 3A4 and resid 388 and name CB 13.89 
segid 3A4 and resid 389 and name CA 11.28 
segid 3A4 and resid 389 and name CB 9.87 
segid 3A4 and resid 390 and name CA 12.89 
segid 3A4 and resid 390 and name CB 14.05 
segid 3A4 and resid 391 and name CA ) 14.18 
segid 3A4 and resid 391 and name CB ) 
y - . ~« m iQ9 and name CA 



65 
.90 
.77 
.89 
.50 
0.47 
0.48 
0.67 
0.91 
0.52 
0.33 
0.45 
0.46 
0.43 



assxgn (segxd 3A4 and resxd 322 and name CA segxo ™ ™ ^ n8me « 
assign (segid 3A4 and resxd 322 and name CA segxd » ^ ^ 



65 



70 



assign (segia ana — - 

assign Ulid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA ) 
assign segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name CA 
assign segid 3A4 and resid 322 and name CA ) 
assign (segid 3A4 and resid 322 and name CA 
assign (segid 3A4 and resid 322 and name N i 
assign (segid 3JU and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
75 assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and xesid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
80 assign (segid 3A4 and rend 322 and name N 
assign (segid 3A4 and resid 322 and name H 
assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name H 



segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 393 and name CA 
segid 3A4 and resid 394 and name CA 
(segid 3A4 and resid 394 and name CB 
selid 3A4 and resid 430 and name CA 
segid 3A4 and resid 431 and name CA 
segid 3A4 and resid 433 and name CA 
, segid 3A4 and resid 322 and name C 

segid 3A4 and resid 322 and name CA 
) segid 3A4 and resid 322 and name O 
segid 3A4 and resid 323 and name C 
segid 3A4 and resid 323 and name CA 
segid 3A4 and resid 323 and name CB 
segid 3A1 and resid 323 and name CG 
segid 3A4 and resid 323 and name M 
segid 3A4 and resid 323 and name O 
segid 3A4 and resid 324 and name H 
segid 3A4 and resid 343 and name C 
segid 3A4 and resid 343 and name CA 
segid 3A4 and resid 343 and name N 
segid 3A4 and res».d 343 and name o > 



14.48 
17.08 
17.13 
18.79 
18.94 
18.48 
13.37 
11.32 
16.15 
2.47 
1.46 
2.78 
5.95 
4.86 
5.50 
5.24 
3.59 
6.00 
7.07 
5.65 
6.95 
7.04 
4.60 



39 
75 
81 
.85 
.84 
.85 
0.55 
0.51 
0.53 
0.24 
0.25 
0.11 
0.11 
0.38 
0.18 
0.21 
0.10 
0-18 
0.11 
0.26 
0.20 
0.25 
0.12 
0.24 
0.54 
0-32 
0.21 
0.30 
0.53 
0.74 
0.89 
0.65 
0.84 
0.86 
0.72 
0.62 
0.72 
0.T6 
0.76 
0.77 
0.79 
0.31 
0.56 
0.66 
0.89 
0.76 
0.89 
0.50 
0.46 
0.49 
0.66 
0.92 
0-52 
0.33 
0.44 
0.46 
0.43 
0.66 
0.67 
0.51 
0.42 
0.58 
0.63 
0.41 
0-51 
0.54 
2.21 
2.08 
0.93 
0.03 
0.02 
0.07 
0.04 
0.04 
0.13 
0.28 
0.02 
0.08 
0.06 
0.28 
0.23 
0.14 
0.23 



66 
0.67 
0.52 
0.43 
0.58 
0.63 
0.41 
0.51 
0.54 
2.21 
2.09 
0.92 
0.04 
0.01 
0.07 
0.05 
0.04 
0.13 
0.28 
0.02 
0.08 
O.06 
0.28 
0,23 
0.15 
0.22 



442 



o 
o 
o 

0 

o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 



assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
5 assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name N 
assign (segid 3A4 and resid 322 and name O 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
10 assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
15 assign (segxd 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
20 assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name 
assign (segid 3A4 and resid 322 and name O 
assign (segid 3A4 and resid 322 and name O 
25 assign (segid 3A4 and resid 322 and name O 
assign (segid 3A4 and resid 322 and name O 
assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
30 assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
35 assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name C 
assign (segid 3A4 and resid 323 and name 
40 assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
45 assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
50 assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
55 assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign (segid 3A4 and resid 323 and name 
assign < segid 3A4 and reBid 323 and name 
assign (segid 3A4 and resid 323 and name 
60 assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 34 4 and name C ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 345 and name N ) 
(segid HEM and resid 1 and name OlA) 



(segid 3A4 and resid 323 and name C 
(segid 3A4 and resid 323 and name CA 
(segid 3A4 and resid 323 and name CB 
(segid 3A4 and resid 323 and name CG 
(segid 3A4 and resid 323 and name N 
(segid 3A4 and resid 323 and name 0 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB I 
(segid 3A4 and resid 324 and name N ) 
(segid 3A4 and resid 324 and name O ) 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name N J 
(segid 3A4 and resid 343 and name O 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name N 
(segid 3A4 and resid 345 and name N ) 
(segid 3A4 and resid 323 and name CB 1 
(segid 3A4 and resid 323 and name CG 
(segid 3A4 and resid 323 and name O ) 
(segid 3A4 and resid 324 and name C ) 
(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 324 and name N 
(segid 3A4 and resid 324 and name O ) 
(segid 3A4 and resid 325 and name C 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB 



) 
1 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CA > 
(segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA J 
65 assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA J 
assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA ) 
70 assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resrid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA ) 
75 assign (segid 3A4 and resid 323 and name CA (segia w — name CB > 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and resia j ^ ^ 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and resid namQ CB , 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and res ^ ) 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and res ^ ^ ) 

80 assign (segid 3A4 and resid 323 and name CA segid 3A4 and res ^ ^ ) 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and resi ^ 
assign (segid 3A4 and resid 323 and name CA segid 3A4 and resia ^ ^ ^ j 
assign (segid 3A4 and resid 323 and name CA ) (segid 3A4 and resi 



(segid 3A4 and resid 325 and name N 
(segid 3A4 and resid 325 and name O 
(segid 3A4 and resid 326 and name N 
(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 341 and name C 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name M 
(segid 3A4 and resid 341 and name O ) 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 342 and name CA J 
(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resid 343 and name O > 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 345 and name N ) 
(segid 3A4 and resid 323 and name C ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CG I 
(segid 3A4 and resid 323 and name O > 
(segid 3A4 and resid 324 and name C ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 324 and name N ) 
(segid 3A4 and resid 324 and name O 
(segid 3A4 and resid 325 and name C 
segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB 
(segid 3A4 and resid 325 and name N 1 
(segid 3A4 and resid 326 and name CA 
(segid 3A4 and resid 326 and name CB ) 
segid 3A4 and resid 32*7 and name CA 



5.19 
5.24 
5.92 
5.98 
5.26 
6.61 
4.10 
2.86 
3.71 
3.59 
2.2B 
4.64 
7.26 
6.25 
6.71 
4.92 
7.25 
7.70 
6.04 
6.91 
7.06 
6.66 
4.84 
6.67 
6.88 
6.81 
2.48 
3.89 
1.23 
3.49 
2.44 
3.46 
1.34 
3.93 
6.58 
5.61 
6.49 
4.36 
6.97 
7.24 
7.40 
5.54 
6.97 
7.65 
7.24 
4.68 
4.75 
4.57 
5.57 
5.93 
4.77 
4.67 
4.63 
3.91 
3.99 
7.54 
6.74 
6.07 
7.63 
1.53 

I. 52 
2.60 
2.40 
4.67 
3.81 
4.72 
2.43 
4.80 
7,70 
6.72 
7.64 
5.61 
9.32 
9.59 

12.09 
32.93 
13.42 
14.87 
12.93 

II. 64 
14.78 
16.28 
13.55 



0.54 
0.37 
0.23 
0.33 
0.66 
0.68 
0.11 
0.03 
0.12 
0.23 
0.02 
0.15 
0.11 
0.14 
0.29 
0.12 
0.11 
0.13 
0.09 
0.06 
0.15 
0.08 
0.08 
0.15 
0.12 
0.48 
0.03 
0.04 
0.01 
0.07 
0.01 
0.10 
0.01 
0.12 
0.06 
0.11 
0.17 
0.10 
0.13 
0.21 
0.29 
0.11 
0.12 
0.15 
0.14 
0-12 
0.08 
0.10 
0.12 
0.08 
0.17 
0.18 
0.24 
0.13 
0.17 
0.13 
0.19 
0.18 
0.17 
0.02 
0.02 
0.02 
0.02 
0.09 
0.01 
0.09 
0.02 
0.16 
0.09 
0.12 
0.18 
0.09 
0.16 
0.14 
0.34 
0.37 
0.41 
0.40 
0.65 
0-70 
0.66 
0.66 
0.53 



O.SS 
0.36 
0.22 
0.33 
0.67 
0.67 
0.11 
0.03 
0.12 
0.23 
0.03 
0.15 
0.11 
0.15 
0.29 ' 
0.11 
0.12 
0.13 
0.10 
0.06 
0.14 
0.07 
0.08 
0.16 
0.12 
0.48 
0.03 
0.04 
0.00 
0.08 
0.01 
0.11 
0.01 
0.12 
0.06 
0.11 
0.17 
0.10 
0.12 
0.20 
0.29 
0.11 
0.13 
0.14 
0.14 
0.13 
0.09 
0.10 
0.11 
0.09 
0.18 
0.19 
0.24 
0.14 
0.17 
0.14 
0.18 
0.17 
0.17 
0.01 
0.01 
0.02 
0.01 
0.08 
0.02 
0.09 
0.02 
0.16 
0.09 
0.12 
0.17 
0.10 
0.17 
0.13 
0.35 
0.38 
0.41 
0.39 
0.64 
0.71 
0.66 
0.66 
0.52 
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assign (segid 3A4 
assign (segid 3A4 



and resid 323 and name CA ) 
lti)iyiy and resid 323 and name CA ) 
assign (segid 3A4 and xesid 323 and name CA 
a"ign segid 3A4 and resid 323 and name CA 
5 assign (seqid 3A4 and resid 323 and name CA ) 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 



(segid 3A4 and re sad 331 and name CB ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 335 and name CA > 
(segid 3A4 and resid 336 and name CA J 
(segid 3A4 and resid 336 and name CB ) 



12.19 
16.56 
16.15 
15.22 

(segid 3A4 and resid 323 and name £ , jsegx« ~ ; ™ ----- — ^ ^ , £g 
(segid 3A4 and resid 323 and name CA ) segid CQ lQ 62 

segid 3A4 and resid 323 and name CA segid 3A4 and resid 33 ^ ^ 

segid 3A4 and resid 323 and name CA segid 3A4 and resid 33* ^ ^ 

(segid 3A4 and tesid 323 and name CA segid 3A4 and resid 33« u 42 

lse gxd 3A4 and resid 323 and name CA segid 3A4 and resid ^ ^ ^ ) 
(segid 3A4 and resid 323 and name CA segid 3A* a ^ ^ ^ ) g 51 

(segid 3A4 and resid 323 and name CA ) segid 3A* a fi 
(segid 3A4 and resid 323 and name CA segid 3A4 and resid 34 ^ ^ ^ ) 
(segid 3A4 and resid 323 and name CA segid 3A a ^ ^ CQ } 

(segid 3A4 and resid 323 and name CA segid 3A* a d ^ q } 

(segid 3A4 and resid 323 and name CA segid 3A4 an an<j ^ c ) 

(segid 3A4 and resid 323 and name CA > (segid 3A4 an^ ^ ^ ^ ^ 

(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 342 and name O ) 

assign iaegiu jr%-» 7- - . ra » f«3#»nid 3A4 and resid 343 and name C ) 

assxgn (segid 3A4 and resid 323 and na»e CA segxd 3A4 ana r ^ ^ ^ ^ } 
assign (segxd 3A« and resid 323 and name CA ^ ^ ^ 3<3 ^ 



< segia 0^ - — - 

(seqid 3A4 and resid 323 and name CA ) 

(segid 3A4 and resid 323 and name CA 

(segid 3A4 and resid 323 and name CA ) 



6.98 
8.44 
9.03 
6.15 
5.18 
5.82 
6.93 
6.90 
4.84 
5.13 



25 



30 



35 



40 



45 



assign (segid 3A4 and resid 323 and name CA segia ^ ™~ name CB ) 4.99 

assign (segid 3A4 and resid 323 and name CA segid 3A« and ^ „ , 4 . 73 

assign (segid 3A4 and resid 323 and name CA ) segid JA ana re 3 83 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and resid 3 * ^ r } 705 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and » ^ ^ ^ ) 5>40 

assign (segid 3A4 and resid 323 and name CA segid a a ^ ^ CQ } 

assign (segid 3A4 and resid 323 and name CA segid sm ^ ^ N > 

assign (segid 3A4 and resid 323 and name CA segid 3A aRd ^ ^ } 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and res nain e CB ) 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and ^ ^ ^ N , 

assign (segid 3A4 and resid 323 and name CA segid 3M a ^ ^ ^ ^ , 

assign (segid 3A4 and resid 323 and name CA segid 3A* a ^ and ^ cq } 

assign (segid 3A4 and resid 323 and name CA segid A an and name ca ) 

assign (segid 3A4 and resid 323 and name CA segid 34<j anrf name CB ^ 

assign (segid 3A4 and resid 323 and name CA segid 3A4 ana aRd ^ J 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and re gnd ^ ^ } 

assign (segid 3A4 and lesid 323 and name CA segid 3Aa an ^ cB } 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and ^ an<j ^ ^ ) 

assign (segid 3A4 and resid 323 and name CA segid 3A4 an ^ cB } 

assign (segid 3A4 and resid 323 and name CA segid 3AA and ^ name ^ } 

assign (segid 3A4 and resid 323 and name CA segid m ^ ^ ) 

assign (segid 3A4 and resid 323 and name CA segid 3A4 and r ^ ^ ^ | 

assign (segid 3A4 and resid 323 and name CA segid 3A4 a Qnd name ^ ) 

assign (segid 3A4 and resid 323 and name CA segid A an ^ ^ ^ ^ } 

as^n [selid SS S3 SES 323 S S= S ! ffl 3A4 and resid 384 and name CA > 



0.49 
0.58 
0.61 
0.38 
0.40 
0.40 
0.40 
0.27 
0.27 
0.18 
0.16 
0.28 
0.12 
0.13 
0.17 
0.14 
0.08 
0.10 
0.12 
0.10 
0.17 
0.18 
0.25 
0.12 
0.16 
0.14 



7.57 
6.01 
7.85 
7.40 
6.89 
11.28 
12.23 
12.81 
12.67 
16.00 
16.39 
15.68 
16.08 
15.06 
18.75 
18.87 
15.35 
14.24 
16.20 
15.39 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 



assign se^d £5 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA 
assign (segid 3A4 and resid 323 and name CA 
assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA 
assign (segid 3A4 and resid 323 and name CA ) 
< segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA 
assign (segid 3A4 and resid 323 and name CA ) 
assign (segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB > 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB J 
and resid 323 and name CB ) 
and resid 323 and name CB ) 
and resid 323 and name CB ) 
and resid 323 and name CB ) 
|sytJiU and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB > 
(segid 3A4 and resid 323 and name CB ) 
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assign (segid 3A4 
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(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 3B5 and name CA 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
{ segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
and resid 431 and name CA ) 
and resid 323 and name CG ) 
tsegiu and resid 324 and name C ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 324 and name N ) 
(segid 3A4 and resid 324 and name O ) 
(segid 3A4 and resid 325 and name C ) 
( segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CB 
(segid 3A4 and resid 325 and name N 
( segid 3A4 and resid 326 and name CA 
and resid 326 and name CB ) 
and resid 327 and name CA ) 
and resid 327 and name CB ) 
and resid 328 and name CA ) 
and resid 328 and name CB ) 
and resid 329 and name CA ) 
and resid 329 and name CB ) 
( segia and resid 330 and name CA ) 

segid 3A4 and resid 330 and name CB ) 
selid 3A4 and resid 331 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



0.49 
0.57 
0.60 
0.38 
0.39 
0.39 
0.40 
0.27 
0.27 
0.18 
0.15 
0.29 
0.11 
0.13 
0.18 
0.14 
0.09 
0.10 
0.11 
0.10 
0.17 
0.17 
0.26 
0.12 
0.17 
0.15 
0.20 
0.33 
0.18 
0.27 
0.43 
0.20 
0.35 
0.34 
0.39 
0.39 
0.42 
0.31 
0.29 
0-41 
0.51 
0.37 
0.79 
0.65 
0.74 
0.63 
0.69 
0.74 
0.73 
0.93 
0.89 
0.67 
0.68 
0.89 
0.92 
0.98 
0.96 
0.86 
0.76 
0.93 
0.96 
2.10 
0.01 
0.16 
0.09 
0.12 
0.10 
0.28 
0.20 
0.22 
0.25 
0.17 
0.27 
0.26 
0.49 
0.52 
0.55 
0.54 
0.77 
0.82 
0. 76 
0.77 
0.57 



16.54 
12.14 
12.33 
12.11 
12.56 
12.39 
10.95 
9.52 
13.27 
14.29 
15.30 
15.91 
17.89 
17.85 
14.94 

I. 52 
4.84 
4.42 
5.59 
3.10 
4.81 
7.62 
6.52 
7.36 
5.66 
9.20 
9.38 

II. 77 
12.49 
12.95 
14.42 
12.09 
10.74 
13.81 
15.30 
12.43 
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0.89 
0-92 
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0.95 
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0.96 
2.10 
0.01 
0.16 
0.08 
0.12 
0.11 
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(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB 1 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB | 
(segid 3A4 and resid 323 and name CB 
ass.qo (segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB 
assign (selid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB ) 
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(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB ) 
segid 3A4 and resid 337 and name CA ) 
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(segid 3A4 and resid 340 and name CA 
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(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name O > 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 342 and name CA 
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assign segid 3A4 and resid 323 and name CB 
assign segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CD 
assign segid 3A4 and resid 323 and name CB 
assign segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB > 
alsi^n segid 3A4 and resid 323 and name CB (segid 3A4 
assign segid 3A4 and .resid 323 and name CB 
assian segid 3A4 and resid 323 and name CB ) 
alsign segid 3A4 and resid 323 and name CB > (segid 3A4 
assign segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(seqid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB ) 
assign (segid 3A4 and resid 323 and name CB ) 
assian (segid 3A4 and resid 323 and name CB J __ 
assign se?id 3A4 and resid 323 and name CB ) segid 3A4 
assign se^id 3A4 and resid 323 and name CB Iseaid 3A4 
assign (segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB J 
assign (segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB J 
assign (segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB > 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 323 and name CB > 
as si mi (segid 3A4 end resid 323 and name CB ) 
assian (segid 3A4 and resid 323 and name CB ) -- 
assign segid 3A4 and resid 323 and name CB (segid 3A4 
assign (segid 3A4 and resid 323 and name CB 
assign (segid 3A4 and resid 323 and name CB 
assign segid 3A4 and resid 323 and name CB (segid 3A4 
assign (segid 3A4 and resid 323 and name CB 
assian (segid 3A4 and resid 323 and name CB ) - 
assign isegid 3A4 and resid 323 and name CB (segid 3A4 
assign (segid 3A4 and resid 323 and name CG ) 
assian (segid 3A4 and resid 323 and name CG ) 
assign (segid 3A4 and resid 323 and name CG ) (segid 3A4 
assign (segid 3A4 and resid 323 and name CG ) 
assian (segid 3A4 and resid 323 and name CG ) 
assign (segid 3A4 and resid 323 and name CG (segid 3A4 
assign (segid 3A4 and resid 323 and name CG ) 
assign (segid 3A4 and resid 323 and name CG ) 
assign (segid 3A4 and resid 323 and name CG ) 
assign (segid 3A4 and resid 323 and name CG ) 
assign (segid 3A4 and resid 323 and name CG ) 
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(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name K 
(segid 3A4 and resid 343 and name O j 
(segid 3A4 and resid 344 and name C > 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
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(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 345 and name N ) 
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and resid 347 and name CA ) 
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(segid 3A4 and resid 391 and name CA ) 
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(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 324 and name C ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
( segid 3A4 and resid 324 and name N ) 
(segid 3A4 and resid 324 and name 0 ) 
(segid 3A4 and resid 325 and name M ) 
(segid 3A4 and resid 343 and name C ) 
( segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name N 
(segid 3A4 and resid 343 and name 0 ) 
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17.64 
15.38 
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11.46 
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10.01 
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0.67 
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0.50 
0.49 
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0.18 
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assign (segid 3A4 and resxd 323 and name N 
assxgn (segid 3A4 and res id 323 and name N 
assign (segid 3A4 and resid 323 and name N 
assign (segid 3A4 and resid 323 and name N 
assign (segid 3A4 and resxd 323 and name N 
assign (segid 3A4 and resid 323 and name N 
assign (segxd 3A4 and resid 323 and name N 
assign (segid 3A4 and resid 323 and name N 
(segid 3A4 and resxd 323 and name N 
(segid 3A4 and resid 323 and name N 
(segid 3A4 and resid 323 and name N 
(segid 3A4 and resxd 323 and name N 
assign (segid 3A4 and resxd 323 and name N 
assign (segid 3A4 and resid 323 and name H 
assign (segid 3A4 and resxd 323 and name N 
(segid 3A4 and resxd 323 and name N 
(segid 3A4 and resid 323 and nama N 
(segxd 3A4 and resid 323 and name N 
assign (segid 3A4 and resid 323 and name N 
assxgn (segid 3A4 and resxd 323 and name N 
assign (segxd 3A4 and resxd 323 and name N 
(segxd 3A4 and resid 323 and name N 
(segxd 3A4 and resid 323 and name N 
(segid 3A4 and resid 323 and name M 
(segid 3A4 and resid 323 and name K 
(segid 3A4 and resid 323 and name N 
assign (segid 3A4 and resid 323 and name N 
assign (segid 3A4 and resxd 323 and name O 
assign (segxd 3A4 and resid 323 and name 0 
assign (segxd 3A4 and resid 323 and name O 
assign (segxd 3A4 and resid 323 and name O 
assign (segxd 3A4 and resid 323 and name O 
assign (segid 3A4 and resid 323 and name O 
assign (segid 3A4 and resxd 323 and name O 
assign (segxd 3A4 and resid 323 and name O 
(segxd 3A4 and resxd 323 and name O 
(segid 3A4 and resid 323 and name O 
(segid 3A4 and resxd 323 and name O 
(segid 3A4 and resid 323 and name O 
assign (segxd 3A4 and resid 323 and name O 
assign (segid 3A4 and resxd 323 and name 
assign (segxd 3A4 and resid 323 and name 
assign (segid 3A4 and resxd 323 and name 
assign (segid 3A4 and resxd 323 and name 
assign (segid 3A4 and resxd 323 and name 
assign (segid 3A4 and resxd 323 and name 
assign (segxd 3A4 and resxd 323 and name 
assign (segxd 3A4 and resxd 323 and name O 
assign (segid 3A4 and resxd 323 and name O 
assign (segid 3A4 and resxd 323 and name O 
(segid 3A4 and resxd 323 and name O 
(segid 3A4 and resxd 323 and name O 
(segid 3A4 and resxd 323 and name O 
(segxd 3A4 and resxd 323 and name O 
assign (segxd 3A4 and resxd 323 and name O 
assign (segid 3A4 and resid 323 and name O 
assxgn (segid 3A4 and resid 323 and name O 
assxgn (segxd 3A4 and resid 323 and name O 
assxgn (segxd 3A4 and resxd 323 and name O 
assxgn (segid 3A4 and resxd 323 and name 0 
assxgn (segid 3A4 and resxd 323 and name O 
assign (segid 3A4 and resxd 324 and name C 
assxgn (segxd 3A4 and resxd 324 and name C 
assxgn (segxd 3A4 and resid 324 and name C 
assxgn (segxd 3A4 and resid 324 and name C 
assign (segxd 3A4 and resid 324 and name C 
assxgn (segid 3A4 and resxd 324 and name 
assxgn (segxd 3A4 and resid 324 and name 
assign (segid 3A4 and resid 324 and name 
assign (segid 3A4 and resxd 324 and name 
assxgn (segid 3A4 and resid 324 and name 
assxgn (segid 3A4 and resid 324 and name 
assxgn (segid 3A4 and resxd 324 and name 
assxgn (segid 3A4 and resid 324 and name C 
asbxgn (segid 3A4 and resid 324 and name C 
assxgn (segxd 3A4 and resid 324 and name 
assxgn (segid 3A4 and resid 324 and name 
assign (segxd 3A4 and resid 324 and name 
assign (segxd 3A4 and ro^xd 324 and name 
assxgn (segxd 3A4 and resxd 324 and name 
assxgn (segxd 3A4 and resid 324 and name 
assign (segid 3A4 and resid 324 and name C 
assign (segid 3A4 and resid 324 and name C 



(segid 3A4 and resid 323 and name CG 
(segid 3A4 and resjd 323 and name O 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resxd 324 and name CB 
(segid 3A4 and resid 324 and name N 
(segid 3A4 and resxd 324 and name 0 
(segid 3A4 and resxd 325 and name N 
(segid 3A4 and resid 341 and name C 
(segxd 3A4 and resid 341 and name 0 
(segid 3A4 and resid 342 and nama C 
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(segid 3A4 and resxd 342 and name O 
(segid 3A4 and resxd 343 and name C 
(segid 3A4 and resxd 343 and name CA 
(segid 3A4 and resxd 343 and name CB 
(segxd 3A4 and resxd 343 and name N 
(segxd 3A4 and resid 343 and name O 
(segxd 3A4 and resxd 344 and name C 
(segxd 3A4 and resxd 344 and name CA ) 
(segid 3A4 and resxd 344 and name CB ) 
(segxd 3A4 and resxd 344 and name N ) 
(segxd 3A4 and resid 344 and name O ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB > 
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(segid 3A4 and resid 345 and name N 
(segid 3A4 and resxd 323 and name CB 
(segid 3A4 and resid 323 and name CG 
(segxd 3A4 and resid 324 and name C 
(segxd 3A4 and resid 324 and name CA 
(segxd 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and name N 
(segxd 3A4 and resid 324 and name O 
(segid 3A4 and resid 325 and name C 
(segxd 3A4 and resid 325 and name CA ) 
(segxd 3A4 and resid 325 and name CB ) 



iseqiu e»«»v* 

(segxd 3A4 and resxd 325 and name N 
(segxd 3A4 and resid 325 and name O 
(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 340 and name O 
(segid 3A4 and resxd 341 and name C 



(segia o«i anu ■ M : 

(segid 3A4 and resxd 341 and name CA ) 



C 

c 
c 
c 
c 
c 
c 



(segid 3A4 and resxd 341 and name CB 
(segid 3A4 and resid 341 and name N 
{segxd 3A4 and re3id 341 and name O 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and re3id 343 and name C 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name N 
(segid 3A4 and resid 343 and name O 
(segid 3A4 and resid 344 and name C 
(segid 3A4 and resxd 344 and name CA 
(segid 3A4 and resxd 344 and name CB 
(segid 3A4 and resid 344 and name N 
(segid 3A4 and resxd 344 and name 0 
(segid 3A4 and resid 345 and name N 
(segid 3A4 and resxd 324 and name CB 
(segid 3A4 and resxd 324 and name O 
(segid 3A4 and resid 325 and name C 
(segid 3A4 and resid 325 and name CA ) 
(segxd 3A4 and resxd 325 and name CB ) 
(segid 3A4 and resid 325 and name N ) 
(segid 3A4 and resxd 325 and name O J 
(segid 3A4 and resid 326 and name C > 
(segid 3A4 and resid 326 and name CA ) 
segid 3A4 and resid 326 and name CB ) 



(segid 3A4 and resid 326 and name N 
(segid 3A4 and resid 326 and name O 
(seoid 3A4 and resxd 327 and name N 
segid 3A4 and resid 327 and name O 
(segid 3A4 and resxd 33B and name 0 
(segid 3A4 and resxd 339 and name C 
(segxd 3A4 and resid 339 and name CA > 
(segxd 3A4 and resid 340 and name C ) 
(segxd 3A4 and resxd 340 and name CA ) 
(segxd 3A4 and resid 340 and name N ) 
(segid 3A4 and resid 340 and name O ) 
(segid 3A4 and resid 341 and name C ) 



87 
95 
66 
.62 
.15 
.72 
.36 
6.71 
5.56 
5.76 
7.05 
6.62 
4.04 
4.72 
4.89 
4.46 
2.88 
5.99 
5.26 
6.34 
5.08 
6.99 
6.93 
6.65 
5.84 
3.30 
4.71 
3.96 
2.78 
3.74 
2.26 
4.67 
6.93 
5.88 
6.53 
4.55 
7.19 
6.93 
6.60 
4.74 
6.23 
6.89 
6.70 
4.08 
3.60 
3.44 
4.56 
4.79 
3.98 
3.78 
4.05 
2.83 
3.35 
7.02 
6.07 
7.01 
5.27 
7.75 
7.30 
2.51 
1.23 
3.12 
2.44 
3.69 
1.33 
3.57 
6.19 
5.00 
5.69 
3.84 
7.16 
6.38 
6.87 
6.66 
6.65 
6.98 
5.43 
5.53 
5.50 
5.89 
4.77 



0.08 
0.02 
0.08 
0.04 
0.13 
0.04 
0.14 
0.11 
0.12 
0.14 
0.06 
0.11 
0.12 
0.06 
0.06 
0.06 
0.13 
0.05 
0.07 
0.17 
0.10 
0.27 
0.07 
0.22 
0.35 
0.53 
0.24 
0.08 
0.06 
0.10 
0.02 
0.17 
0.02 
0.11 
0.12 
0.18 
0.27 
0.16 
0.07 
0.27 
0-46 
0.11 
0.12 
0.17 
0.12 
0.14 
0.06 
0.09 
0.11 
0.05 
0.12 
0.12 
0.15 
0.09 
0.13 
0.12 
0.13 
0.27 
0.11 
0.17 
0.17 
0.03 
0.00 
0.05 
0.03 
0.03 
0.01 
0.19 
0.18 
0.13 
0.16 
0.16 
0.21 
0.20 
0.24 
0.27 
0.21 
0.22 
0.24 
0.23 
0.23 
0.36 
0.08 



0.07 
0.03 
0.08 
0.04 
0.13 
0.04 
0.14 
0.10 
0.13 
0.14 
0.06 
0.11 
0.13 
0.07 
0.07 
0.06 
0.12 
0.05 
0.08 
0.17 
0.10 
0-28 
0.O7 
0.22 
0.35 
0.53 
0.25 
0.07 
0.06 
0.09 
0.02 
0.18 
0.02 
0.12 
0.11 
0.18 
0.26 
0.15 
0.07 
0.26 
0.45 
0.11 
0.13 
0.18 
0.12 
0.13 
0.05 
0.09 
0.11 
0.06 
O.ll 
0.11 
0.15 
0.08 
0.13 
0.12 
0.12 
0.26 
0.11 
0.18 
0.17 
0.03 
0.00 
0.04 
0.02 
0.03 
0.01 
0.19 
0.18 
0.13 
0.17 
0.16 
0.22 
0.20 
0.25 
0.27 
0.20 
0.22 
0.24 
0.24 
0.23 
0.35 
0.09 
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10 



25 



30 



40 



assign 
asbxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
a&sign 
assign 
assign 



) 



60 



75 



80 



(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A1 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name C 
(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 end resid 324 and name CA J 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA > 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and tesid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and lesid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA J 
(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(seqid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA \ 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA > 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(seaid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
[segid 3A4 and resid 324 and name CA ) 
segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
segid 3A4 and resid 324 and name CA ) 
(sogid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
segid 3A4 and resid 324 and name CA ) 



(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG 
(segid 3A4 and resid 341 and name N 
(segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name CA J 
(segid 3A4 and resid 342 and name N J 
(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and resid 343 and name C 1 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resid 343 and name O 
(segid 3A4 and resid 324 and name C ) 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and name O ) 
(segid 3A4 and resid 325 and name C 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CB 
(segid 3A4 and resid 325 and name N 
(segid 3A4 and resid 325 and name O 
(segid 3A4 and resid 326 and name C 
(segid 3A4 and resid 326 and name CA 
(segid 3A4 and resid 326 and name CB 
(segid 3A4 and resid 326 and name M 
(segid 3A4 and resid 321 and name CA 
(segid 3A4 and resid 327 and name CB 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CB ) 
(segid 3A4 and resid 329 and name CA ) 
(segid 3A4 and resid 329 and name CB » 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB 
(segid 3A4 and resid 331 and name CA 
(segid 3A4 and resid 331 and name CB j 
(segid 3A4 and resid 332 and name CA 
(segid 3A4 and resid 333 and name CA I 
(segid 3A4 and resid 335 and name CA 
(segid 3A4 and resid 336 and name CA I 
(seqid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB > 
(segid 3A4 and resid 338 and name 0 
(segid 3A4 and resid 339 and name C J 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 340 and name C ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name N 
(segid 3A4 and resid 340 and name O 
(segid 3A4 and resid 341 and name C 
segid 3A4 and resid 341 and name CA ) 
segid 3A4 and resid 341 and name CB 
segid 3A4 and resid 341 and name N ) 
segid 3A4 and resid 341 and name O 
segid 3A4 and resid 342 and name C 
segid 3A4 and resid 342 and name CA ) 
segid 3A4 and resid 342 and name N 
segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 343 and name C ) 
selid 3A4 and resid 343 and name CA 
segid 3A4 and resid 343 and name CB 
segid 3A4 and resid 343 and name N 
segid 3A4 and resid 343 and name O 
segid 3A4 and resid 344 and name CA 
segid 3A4 and resid 344 and name CB 
segid 3A4 and resid 345 and name CA 
segid 3A4 and resid 34 5 and name CB 
segid 3A4 and resid 34 6 and name CA 
segid 3A4 and resid 34 6 and name CB 
segid 3A4 and resid 347 and name CA 
segid 3A4 and resid 347 and name CB 
segid 3A4 and resid 349 and name CA 
segid 3A4 and resid 349 and name CB 
segid 3A4 and resid 350 and name CA 
segid 3A4 and resid 350 and name CB 
segid 3A4 and resid 382 and name CA 
segid 3A4 and resid 382 and name CB 
segid 3A4 and resid 384 and name CA 
(segid 3A4 and resid 385 and name CA ) 



0.12 
0.13 
0.18 
0.13 
0.08 



5.71 
6.39 
7.62 
5.30 
3.60 
6.01 
5.46 
5.59 
6.99 
7.37 
6.61 
6.15 
5.69 
6.97 
1.52 

I. 55 
2.39 
4.49 
3.82 
4.86 
2.44 
4.69 
7.55 
6.34 
7.01 
5.28 
9.07 

10.14 
10.63 
12.00 

II. 06 
9.99 

13.53 
14.97 
13.26 
12.05 
16.65 
18.07 
15.22 
13.49 
14.54 
9.88 
8.88 
9.69 
10.47 
7.36 
7.33 
7.91 
8.98 
5.43 
5.80 
6.12 
5.57 
4.40 
5.58 
6.45 
5.43 
3.37 
5.18 
4.49 
4.90 
6.29 
6.53 
5.93 
5.80 
4.86 
6.03 
8.75 
9.72 
10.86 
10.58 
14.36 
15.10 
16.30 
16.30 
19.39 
18.50 
19.16 
18.21 
18.92 
17.74 
19.09 
15.76 



0.12 
0.13 
0.19 



07 
,09 
.09 
.10 
.18 
0.22 
0.30 
0.15 
0.13 
0.00 
0.02 
0.01 
0.05 
0.03 
0.04 
0.03 
0.19 
0.20 
0.16 
0.20 
0.17 
0.20 
0.20 
0.23 
0.20 
0.37 
0.45 
0.34 
0.32 
0.38 
0.30 
0.35 
0.34 
0.40 
0.26 
0.23 
0.27 
0.29 
0.32 



14 
08 
.08 
.08 
.09 
.10 
.17 
0.21 
0.30 
0.16 
0.13 
0.01 
0.01 
0.00 
0.05 
0.03 
0.04 
0.03 
0.19 
0.20 
0.16 
0.20 
0.18 
0.21 
0.19 
0.22 
0.21 
0.37 
0.46 
0.35 
0.31 
0.38 
0.31 
0.36 
0.33 
0.39 
0.26 
0.23 
0.28 
0.28 
0.32 
0.24 
0.31 
0.27 
0.27 
0.23 
0.35 
0.34 
0.32 
0.48 
0.16 
0.20 
0.17 
0.23 
0.15 
0.17 
0.14 
0.17 



23 
31 
28 
.26 
.23 
.35 
0.34 
0.31 
0.47 
0.17 
0.20 
0.16 
0.23 
0.16 
0.16 
0.14 
0.18 
0.17 
0.24 
0.28 
0.36 
0.23 
0.20 
0.22 
0.30 
0.21 
0.39 
0.27 
0.24 
0.35 
0.39 
0.25 
0.23 
0.34 
0.45 
0.63 
0.71 
0.74 
0.77 



17 
23 
28 
35 
.23 
.20 
.22 
0.31 
0.21 
0.39 
0.27 
0.24 
0.36 
0.38 
0.24 
0.22 
0.35 
0.4b 
0.63 
0.70 
0.74 
0.77 
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assign 
assign 
assign 
assign 



assign <segid 3A4 and resid 324 and name CA 
assign (segid 3A4 and res id 324 and name CA 
assign (segid 3A4 and res id 324 and name CA 
assign (segid 3A4 and resid 324 and name CA 
assign (segid 3A4 and resid 324 and name CA 
assign (segid 3A4 and resid 324 and name CA 
assign (segid 3A4 and resid 324 and name CA 
assign (segid 3A4 and resid 324 and name CA 
assign (segid 3A4 and resid 324 and name CA 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and. name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (3egid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and name CB 
(8 eg id 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name CB 
assign (segid 3A4 and resid 324 and name M 
(segid 3A4 and resid 324 and name N 
(segid 3A4 and resid 324 and name N 
(segid 3A4 and resid 324 and name N 
(segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name H 
assign (segid 3A4 and resid 324 and name H 
assign (segid 3A4 and resid 324 and name N 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 386 and name CA } 15.52 
(segid 3A4 and tehid 387 and name CA ) 14.74 
(segid 3A4 and tesid 388 and name CA ) 34.83 
(segid 3A4 and resid 388 and name CB ) 14.31 
(segid 3A4 and xesid 389 and name CA ) 13.73 
(segid 3A4 and resid 389 and name CB ) 12.34 
(segid 3A4 and resid 390 and name CA ) 16.50 
(segid 3A4 and resid 390 and name CB ) 17.45 
(segid 3A4 and resid 391 and name CA ) 18.68 
(segid 3A4 and resid 325 and name C ) 4.86 
(segid 3A4 and resid 325 and name CA ) 4.65 
(segid 3A4 and resid 325 and name CB ) 5.76 
(segid 3A4 and resid 325 and name H ) 3.38 
(segid 3A4 and xesid 325 and name O ) 4.76 
(segid 3A4 and resid 326 and name CA ) 6.39 
(segid 3A4 and resid 326 and name CB > 7.05 
(segid 3A4 and resid 326 and name N ) 5.62 
(segid 3A4 and resid 327 and name CA ) 9.36 
(segid 3A4 and resid 327 and name CB ) 10.46 
(segid 3A4 and resid 328 and name CA ) 11.23 
(segid 3A4 and resid 328 and name CB ) 12.55 
(segid 3A4 and resid 329 and name CA ) 12.08 
(segid 3A4 and resid 329 and name CB ) 11.09 
(segid 3A4 and resid 330 and name CA ) 14.74 
(segid 3A4 and resid 330 and name CB ) 16.14 
(segid 3A4 and resid 331 and name CA ) 14.67 
(segid 3A4 and resid 331 and name CB J 13.50 
(segid 3A4 and resid 332 and name CA ) 18.10 
(segid 3A4 and resid 333 and name CA ) 19.39 
(segid 3A4 and resid 335 and name CA > 16.45 
(segid 3A4 and resid 336 and name CA ) 14.54 
(segid 3A4 and resid 336 and name CB ) 15.50 
(segid 3A4 and resid 337 and name CA ) 10.87 
(segid 3A4 and resid 337 and name CB ) 9.99 
(segid 3A4 and resid 338 and name CA ) 10.19 
(segid 3A4 and resid 338 and name CB ) 10.85 
(segid 3A4 and resid 339 and name CA ) 8.02 
(segid 3A4 and resid 339 and name CB ) 8.93 
(segid 3A4 and resid 340 and name C ) 5.19 
(segid 3A4 and resid 340 and name CA ) 5.39 
(segid 3A4 and resid 340 and name N ) 5.97 
(segid 3A4 and resid 340 and name 0 ) 5.15 
(segid 3A4 and resid 341 and name C ) 4.88 
(segid 3A4 and resid 341 and name CA > 5.91 
(segid 3A4 and resid 341 and name CB ) 7.04 
(segid 3A4 and resid 341 and name N ) 5.57 
(segid 3A4 and resid 341 and name O ) 4.06 
(segid 3A4 and resid 342 and name C ) 6.04 
(segid 3A4 and resid 342 and name CA ) 5.02 
(segid 3A4 and resid 342 and name N ) 5.32 
(segid 3A4 and resid 342 and name O ) 7.15 
(segid 3A4 and resid 343 and name CA J 7.12 
(segid 3A4 and resid 343 and name CB ) 7.18 
(segid 3A4 and resid 343 and name M ) 5.91 
(segid 3A4 and resid 343 and name 0 ) 7.08 
(segid 3A4 and resid 344 and name CA ) 9.76 
(segid 3A4 and resid 344 and name CB ) 10.61 
(segid 3A4 and resid 345 and name CA ) 12.07 
(segid 3A4 and resid 345 and name CB ) 11.81 
(segid 3A4 and resid 34 6 and name CA ) 15.46 
(segid 3A4 and resid 346 and name CB ) 16.21 
(segid 3A4 and resid 347 and name CA ) 17.39 
(segid 3A4 and resid 347 and name CB ) 17.31 
(segid 3A4 and resid 382 and name CB ) 18.89 
{segid 3A4 and resid 385 and name CA ) 16.64 
(segid 3A4 and resid 386 and name CA ) 16.51 
(segid 3A4 and resid 387 and name CA ) 15.62 
(segid 3A4 and resid 388 and name CA ) 15.39 
(segid 3A4 and resid 388 and name CB ) 14.81 
(segid 3A4 and resid 389 and name CA ) 14.17 
(segid 3A4 and resid 389 and name CB > 12.76 
(segid 3A4 and resid 390 and name CA ) 17.12 
(segid 3A4 and resid 390 and name CB ) 18.15 
(segid 3A4 and resid 324 and name C ) 2.40 
(segid 3A4 and resid 324 and name CA ) 1.47 
(segid 3A4 and resid 324 and name CB ) 2.50 
(segid 3A4 and resid 324 and name 0 } 2.73 
(segid 3A4 and resid 325 and name C ) 5.50 
(segid 3A4 and resid 325 and name CA ) 4.71 
(segid 3A4 and resid 325 and name CB ) 5.80 
(segid 3A4 and resid 325 and name N ) 3.49 
(segid 3A4 and resid 325 and name 0 ) 5.89 
(segid 3A4 and resid 326 and name CA J 7.17 



0.98 
1.10 
0.96 
0.95 
1.10 
1.14 
1.11 
1.08 
0.95 
0.10 
0.06 
0.10 
0.07 
0.26 
0.22 
0.27 
0.22 
0.22 
0.18 
0.26 
0.25 
0.34 
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36 
32 
40 
34 
36 
0.31 
0.40 
0.31 
0.27 
0.35 
0.36 
0.45 
0.38 
0.43 
0.41 
0.53 
0.52 
0.48 
0.66 
0.31 
0.35 
0.31 
0.39 
0.26 
0-29 
0.28 
0.31 
0.29 
0.34 
0.39 
0.33 
0.29 
0.28 
0.38 
0.26 
0.42 
0.34 
0.30 
0.43 
0.46 
0.71 
0.77 
0.99 
1.03 
0.87 
0.84 
1.06 
1.09 
1.07 
1.05 
0.05 
0.02 
0.03 
0.10 
0.07 
0.05 
0.06 
0.04 
0.20 
0.16 



0.99 
1.09 
0.95 
0.95 
1.11 
1.14 
1.11 
1.09 
0.96 
0.10 
0.09 
0.10 
0.06 
0.26 
0.22 
0.28 
0.23 
0.21 
0-18 
0.26 
0-25 
0.35 
0.43 
0.35 
0.33 
0.40 
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0.37 
0.43 



0.40 
0.53 
0.53 
0-47 
0-66 
0.30 
0.35 
0.30 
0.38 
0.26 
0.28 
0-27 
0.31 
0.26 
0.35 
0.40 
0.32 
0.28 
0.29 
0.39 
0.26 
0.43 
0.35 
0.31 
0.43 
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assign (segid 3A4 end resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name H 
assign (segid 3A4 and tesid 324 and name N 
assign (sogid 3A4 and resid 324 and name H 
assign (segid 3A4 and res id 324 and name N 
assign (segid 3A4 and res id 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name H 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name N 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name 0 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name 0 
assign (segid 3A4 and resid 324 and name 0 
assign (segid 3A4 and resid 324 and name 0 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and xesid 324 and name O 
assign (segid 3A4 and resid 324 and name 0 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name 0 
assign (segid 3A4 and resid 324 and name 0 
assign (segid 3A4 and resid 324 and name 0 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 324 and name O 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and re9id 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and re«*id 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 end name C 
assign (segid 3A4 and tesid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 



(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 326 and name M ) 
(segid 3A4 and resid 340 and name C > 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name O ) 
(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name N ) 
(segid 3A4 and resid 341 and name O j 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 342 and name H ) 
(segid 3A4 and resid 342 and name O ] 
(segid 3A4 and resid 343 and name C ] 
(segid 3A4 and resid 343 and name CA ] 
(segid 3A4 and resid 343 and name CB ] 
(segid 3A4 and resid 343 and name N ] 
(segid 3A4 and resid 343 and name O ] 
(segid 3A4 and resid 344 and name N ] 
(segid 3A4 and resid 324 and name CB ] 
(segid 3A4 and resid 325 and name C ! 
(segid 3A4 and resid 325 and name CA ' 
(segid 3A4 and resid 325 and name CB ] 
(segid 3A4 and resid 325 and name N 
(segid 3A4 and resid 325 and name O 
(segid 3A4 and resid 326 and name C 
(segid 3A4 and resid 326 and name CA 
(segid 3A4 and resid 326 and name CB 
(segid 3A4 and resid 326 and name N 
(segid 3A4 and resid 326 and name O 
(segid 3A4 and resid 327 and name CA 
(segid 3A4 and resid 327 and name n 
(segid 3A4 and resid 327 and name O 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 340 and name N 
(segid 3A4 and resid 340 and name O 
(segid 3A4 and resid 341 and name C 
(3 eg id 3A4 and resid 341 and name CA 
(segid 3A4 and res id 341 and name CB 
(segid 3A4 and resid 341 and name N 
(segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name N 
(segid 3A4 and resid 343 and name O 
(segid 3A4 and resid 325 and name CB 
1 segid 3A4 and resid 325 and name O 
(segid 3A4 and resid 326 and name C 
(segid 3A4 and resid 326 and name CA 
(segid 3A4 and resid 326 and name CB 
(segid 3A4 and resid 326 and name N 
(segid 3A4 and resid 326 and name O 
(segid 3A4 and resid 327 and name C 
(segid 3A4 and resid 327 and name CA 
(segid 3A4 and resid 327 and name CB 
(segid 3A4 and resid 327 and name N 
(segid 3A4 and resid 327 and name O 
(segid 3A4 and resid 32B and name C 
(segid 3A4 and resid 326 and name CA 
(segid 3A4 and resid 328 and name N 
(segid 3A4 and resid 328 and name O 
(segid 3A4 and resid 329 and name CB 
(segid 3A4 and resid 329 and name N 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and zesid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name M 
(segid 3A4 and resid 339 and name O 



7.60 0.14 0.15 
6.09 0.18 0.17 
6.B5 0.34 0.33 
7.25 0.33 0.34 

6.93 0.48 0.49 
5.48 0.14 0.14 
6.80 0.17 0.17 
7.55 0.13 0.13 
6.79 0.20 0.20 
4.48 0.14 0.15 
5.48 0.15 0.14 
5.05 0.13 0.12 
5.78 0.15 0.15 
6.64 0.15 0.14 
5.98 0.24 0.24 
5.68 0.27 0.28 
5.47 0.35 0-36 
4.82 0.21 0.22 

5.28 0.21 0.20 

7.29 0.24 0.24 
3.11 0.08 0.08 

3.17 0.09 0.08 
2.76 0.03 0.03 
4.21 0.04 0.04 
2.24 0.02 0.02 

3.84 0.26 0.25 
5.87 0.16 0.16 
4.54 0.11 0.12 

4.94 0.18 0.17 

3.47 0.16 0.15 

6.85 0.14 0.14 
7.53 0.25 0.25 
6.16 0.24 0.23 
6.94 0.31 0.30 
7.46 0.23 0.22 

7.30 0.16 0.16 

7.48 0.19 0.18 

6.43 0.24 0.24 
6.33 0.23 0.23 

6.18 0.19 0.19 
6.93 0.36 0.36 
5.98 0.08 0.08 

6.86 0.10 0.11 

7.49 0.13 0.14 
6.36 0.12 0.13 
4.80 0.08 0.08 

7.09 0.07 0.08 
6.60 0.11 0.10 
6.79 0.09 0.10 

7.44 0.15 0.15 
6.84 0.21 0.21 
6.64 0.11 0.12 
7.58 0.10 0.10 

2.50 0.04 0.04 

1.23 0.01 0.01 

3.24 0.15 0.15 
2.46 0.02 0.02 
3.68 0.05 0.05 
1.33 0.01 0.01 
4.27 0.20 0.20 
4.83 0.20 0.20 
4.63 0.19 0.19 
5.73 0.12 0.12 
3.36 0.15 0.14 
4.22 0.21 0.22 
7.07 0.21 0.21 
6.75 0.21 0.20 
6.02 0.19 0.20 
7.40 0.27 0.27 

7.10 0.27 0.27 
7.31 0.22 0.22 
7.42 0.12 0.13 

7.46 0.16 0.16 
7.14 0.27 0.27 
5.78 0.20 0.21 
7.16 0.22 0.21 

7.47 0.24 0.24 
5.19 0.21 0.22 
4.72 0.16 0.16 
4.55 0.20 0.19 
5.30 0.16 0.17 
5.55 0.21 0.21 
5.90 0.15 0.16 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign 
assign 
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assign 
assign 
assign 
assign 
assign 
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(segid 3A4 and res id 325 and name C 
(segid 3A4 and resid 325 and name C 
(segid 3A4 and res id 325 and name C 
(segid 3A4 and resid 325 and name C 
(segid 3A4 and resid 325 and name C 
(segid 3A4 and resid 325 and name C 
(segid 3A4 and resid 325 and name C 
(segid 3A4 and cesid 325 and name C 
(segid 3A4 and resid 325 and name C 
I segid 3A4 and resid 325 and name C 
(segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name C 
assign (segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and lesid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
assign (segid 3A4 and resid 325 and name CA 
assign (segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
assign (segid 3A4 and resid 325 and name CA 
assign (segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
{segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A 4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
( segid 3A4 and resid 325 and name CA 
(sogid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CA 
assign (segid 3A4 and resid 325 and name CA 
assign (segid 3A4 and resid 325 and name CA 
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assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 
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assign 
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assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and res id 340 and name N 
(segid 3A4 and resid 340 and name 0 
< segid 3A4 and resid 341 and name C 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG 
(segid 3a 4 and resid 341 and name N 
(segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name N 
(segid 3a4 and resid 325 and name C 
(segid 3A4 and resid 325 and name CB 
(segid 3A4 and resid 325 and name O 
(segid 3A4 and resid 326 and name C 
(segid 3A4 and resid 326 and name CA 
(segid 3A4 and resid 326 and name CB 
(segid 3A4 and resid 326 and name N 
(segid 3A4 and resid 326 and name 0 
(segid 3A4 and resid 327 and name C 
(segid 3A4 and resid 327 and name CA 
(segid 3A4 and resid 327 and name CB 
(segid 3A4 and resid 327 and name N 
(segid 3A4 and resid 327 and name O 
(segid 3A4 and resid 328 and name C 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name N 
(segid 3A4 and resid 329 and name CA 
(segid 3A4 and resid 329 and name CB 
(segid 3A4 and resid 329 and name N 
(segid 3A4 and resid 330 and name CA 
(segid 3A4 and resid 330 and name CB 
(segid 3A4 and resid 331 and name CA 
(segid 3A4 and resid 331 and name CB 
(segid 3A4 and resid 332 and name CA 
(segid 3A4 and resid 333 and name CA 
(segid 3A4 and resid 335 and name CA 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name 0 
(segid 3A4 and resid 339 and name c 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and res id 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name O 
(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 340 and name N 
(segid 3A4 and resid 340 and name O 
(segid 3A4 and resid 341 and name C 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG 
(segid 3A4 and resid 341 and name N 
(segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 342 and name O 
(aegid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name N 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 382 and name CB 
(segid 3A4 and resid 385 and name CA 
(sogid 3A4 and resid 386 and name CA 



5.21 
1.64 
3.66 
6.15 
5.86 
6.04 
6.48 
7.27 
5.06 
4.88 
7.51 
7.08 
1.53 

I. 52 
2.40 
4.58 
3.82 
4.84 
2.43 
5.66 
5.40 
5.57 
6.61 
4.42 
4.52 
7.09 
6.96 
8.40 
6.53 
7.54 
6.57 
7.06 

10.45 

II. 78 
10.95 
10.04 
14.58 
15.60 
13.01 
10.75 
11.69 

6.88 
7.37 
6.47 
6.73 
5.79 
7.03 
8.15 
7.04 
5.00 
5.30 
5.19 
6.24 
5.89 
6.39 
5.25 
5.12 
4.47 
6.14 
5.07 
5.47 
5.73 
6.71 
4.80 
3.99 
6.93 
6.56 
6.23 
7.60 
7.52 
6.80 
6.80 
10.96 
12.06 
12.56 
12.17 
16.23 
16.86 
18.14 
18.31 
19.02 
17.56 
16.57 
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0.16 

0.19 
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0.18 

0.14 

0.15 
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0.24 
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0.24 

0.24 
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0.29 

0.34 

0.29 

0.28 

0.25 

0.36 

0.32 

0.36 

0.43 



34 
16 
20 
19 
20 
19 
29 
27 
0.28 
0.26 
0.30 
0.30 
0.20 
0.22 
0.18 
0.25 
0.22 
0.16 
0.18 
0.17 
0.16 
0.17 
0.18 
0.22 
0.25 
0.19 
0.16 
0.13 
0.17 
0.16 
0.16 
0.25 
0.33 
0.20 
0.21 
0.22 
0.28 
0.41 
0.27 
0.22 
0.31 
0.34 
0.62 
0.76 
0.93 
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0.15 
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0.10 

0.15 

0.17 

0.18 

0.27 

0.17 

0.15 

0.15 

0.13 

0.01 

0.01 

0.01 

0.13 

0.03 

0.04 

0.02 

0.16 

0-25 

0.23 

0.18 

0.19 

0.28 
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0.24 

0.23 

0.24 

0.28 

0.33 

0.28 

0.28 

0.25 

0.35 

0.31 

0.36 

0.43 

0.34 

0.15 

0.20 

0.18 

0-21 

0.19 

0.29 

0.26 

0.27 

0.25 

0.31 

0-31 

0.20 

0.22 

0.17 

0.26 

0.21 

0.16 

0.18 

0.18 

0.17 

0.17 

0.18 

0.21 

0.25 

0.20 

0.15 

0.14 

0.16 

0.16 

0.17 

0.25 

0.33 

0.20 

0.22 

0.22 

0.28 

0.42 

0.26 

0.23 

0.30 

0.34 

0.61 

0.75 

0.93 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
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10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 
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and 
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and 
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and 



(segid 3A4 
(segid 3A4 
(sag id 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



resid 
res id 
resid 
res id 
resid 
resid 
resid 
resid 
resid 
resxd 
resid 
resid 
resid 
resid 
resxd 
resid 
resxd 
lesxd 
resxd 
resxd 
resxd 
resxd 
resxd 
resxd 
resxd 
resxd 
resid 
resxd 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resxd 
resxd 
resid 
resid 
resid 
resxd 
resxd 
resid 
resid 
resid 
resid 
resid 
resxd 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resxd 
resid 
resid 
resxd 
resxd 
resxd 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resxd 
resid 
resid 
resxd 
resid 
resid 
resid 
resid 
resid 



and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
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325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
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325 and 
325 and 
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325 and 
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325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
325 and 
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name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB > 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB } 
name CB ) 
name CB } 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB > 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
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name CB ) 
name CB ) 
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name CB ) 
name CB ) 
name CB ) 
name N ) 
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(segxd 3A4 
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(segid 3A4 
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name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
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name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name M ) 
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name C ) 
name CA ) 
name CB ) 
name N ) 
name 0 ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA } 
name CA ) 
name CA ) 
name CA ) 
name CB ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name 0 ) 
name C ) 
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name CB ) 
name N ) 
O ) 
C ) 
name CA ) 
name CB ) 
name N ) 
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name 0 ) 
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name CA I 
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name CB ) 
name CA J 
name CB ) 
name C ) 



15.35 
15.63 
14.94 
15.43 
14.22 
18.17 
5.01 
4.68 
5.84 
3.40 
6.06 
4.79 
5.35 
6.49 
4.52 
3.79 
6.06 
5.91 
7.31 
5.74 
6.68 
7.17 
6.45 
5.64 
5.89 
6.94 
9.25 
10.58 
9.93 
9.08 
13.55 
14.36 
11.64 
9.28 
10.21 
5.39 
5.89 
5.06 
6.99 
5.27 
4.59 
5.69 
6.88 
5.59 
3.82 
4.80 
4.53 
5.77 
4.90 
5.79 
5.10 
5.12 
4.28 
6.12 
4.80 
4.90 
4.80 
5.64 
4.33 
3.91 
6.80 
6.58 
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7.43 
6.68 
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18.40 
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16.07 
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2.47 
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0.17 
0.30 
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0.32 
0.32 
0.33 
0.40 
0.30 
0.27 
0.23 
0.30 
0.33 
0.28 
0.28 
0.26 
0.26 
0.28 
0.31 
0.33 
0.33 
0.32 
0.25 
0.24 
0.26 
0.28 
0.26 
0.31 
0.39 
0.28 
0.28 
0.27 
0.40 
0.50 
0.36 
0.32 
0.38 
0.41 
0.69 
0.83 
1.24 
1.33 
1.41 
1.28 
1.30 
0.01 



1.21 
1.28 
1.34 
1.30 
1.32 
1.24 
0.09 
0.06 
0.09 
0.10 
0.15 
0.21 
0.20 
0.10 
0.13 
0.23 
0.22 
0.22 
0.21 
0.21 
0.27 
0.22 
0.27 
0.35 
0.25 
0.26 
0.24 
0.22 
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0.32 
0.33 
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0.15 
0.19 
0.20 
0.20 
0.17 
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0.31 
0.33 
0.32 
0.31 
0.34 
0.41 
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0.27 
0.22 
0.29 
0.34 
0.28 
0.27 
0.25 
0-25 
0.27 
0.31 
0.33 
0.33 
0.32 
0.25 
0.23 
0.25 
0.27 
0.27 
0.32 
0.39 
0.27 
0.29 
0.27 
0.40 
0.50 
0.37 
0.33 
0.38 
0.41 
0.70 
0.84 
1.24 
1.32 
1.42 
1.28 
1.29 
0.02 
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assign (segid 3A1 and resld 325 and name N 
assign 10 y re sid 325 and name H 

SSS 3M and resid 325 and name H 

assign segid 3A4 and resid 325 and name N 
5 assion selxd 3A4 and resid 325 and name N 
assign segid 3A4 and tesid 325 and name N 
assign segid 3A4 and resid 325 and name N 
assign Hgid 3A4 and resid 325 and name M 
assign segid 3A4 and resid 325 and name N 
10 assign segid 3A4 and resid 325 and name N 
Issign segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name M 
assign segid 3A4 and resid 325 and name N 
15 aslign segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name N 
as"gn segid 3A4 and resid 325 and name N 
20 assign segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name N 
assign slgid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name N 
assign segid 3A4 and xesid 325 and name « 
25 assiqn (segid 3A4 and resid 325 and name H 
assign legid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name H 
Issiln segid 3A4 and resid 325 and name » 
assign segid 3A4 and resid 325 and name H 
30 assign (segid 3A4 and resid 325 and name H 
assign segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name M 
assign (segid 3A4 and resid 325 and name N 
assign (segid 3A4 and resid 325 and name N 
35 assign (segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name N 
aSign segid 3A4 and resid 325 and name N 
alsign segid 3A4 and resid 325 and name H 
assign segid 3A4 and resid 325 and name N 
40 assign segid 3A4 and resid 325 and name N 
assign segid 3A4 and resid 325 and name 0 
alsign segid 3A4 and resid 325 and name 0 
assign segid 3A4 and resid 325 and name 0 
assign segid 3A4 and resid 325 and name 0 
45 assign segid 3A4 and resid 325 and name 0 
assign segid 3A4 and resid 325 and name 0 
assign segid 3A4 and resid 325 and name O 
assign (segid 3A4 and resid 325 and name 0 
assign segid 3A4 and resid 325 and name 0 
50 assig^ segid 3A4 and resid 325 and name O 
assig^ s4xd 3A4 and resid 32S and name O 
assign u?id 3A4 and resid 325 and name O 
assign segid 3A4 and resid 325 and name O 
assiqn segid 3A4 and resid 325 and name O 
55 assign segid 3A4 and resid 325 and name O 
assig^ segid 3A4 and resid 325 and name O 
assign" segid 3A4 and resid 325 and name O 
assign legid 3A4 and resid 325 and name O 
assign segid 3A4 and resid 325 and name 0 
60 assign segid 3A4 and resid 32S and name O 
assign segid 3A4 and resid 325 and name O 
assig^ segid 3A4 and resid 325 and name O 
assim segid 3A4 and resid 325 and name 0 
assig^ segid 3A4 and resid 325 and name O 
65 asIigS segid 3A4 and resid 325 and name O 
atsign segid 3A4 and resid 325 and name 0 
assign segid 3A4 and resid 325 and name O 
assign segid 3A4 and resid 325 and name O 
"sign Lgid 3A4 and resid 325 and name O 
70 assign segid 3A4 and resid 325 and name O 
assign segid 3A4 and resid 325 and name O 
assign segid 3A4 and resid 325 and name O 
assign segid 3A4 and resid 325 and name O 
assign seg\d 3A4 and resid 325 and name O 
75 assign segid 3A4 and resid 325 and name O 
assign segid 3A4 and resid 325 and name O 
alsign (segid 3A4 and resid 325 and name 0 
assign (segid 3A4 and resid 326 and name C 
assign (segid 3A4 and resid 326 and name C 
ftO asslan (segid 3A4 and resid 326 and name C 
assign se^d 3A4 and resid 326 and name.C 
assign slgid 3A4 and resid 326 and name C 
assign segid 3A4 and resid 326 and name C 



(segid 3A4 and resid 32S and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 325 and name O ) 
(segid 3A4 and resid 326 and name C ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 
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isegxu jrtt o»« — 

(segid 3A4 and resid 326 and name N 
(segid 3A4 and resid 326 and name O 
(segid 3A4 and resid 327 and name C 
(segid 3A4 and resid 327 and name CA 
(segid 3A4 and resid 327 and name N 
(segid 3A4 and resid 327 and name O 
Isegid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 339 and name N ) 
(segid 3A4 and resid 339 and name O ) 
(segid 3A4 and resid 340 and name C ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name N ) 
(segid 3A4 and resid 340 and name O J 
(segid 3A4 and resid 341 and name C > 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name CG ) 
isegid 3A4 and resid 341 and name N 
(segid 3A4 and resid 341 and name O ) 
(segid 3A4 and resid 342 and name C ) 
segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
segid 3A4 and resld 343 and name N ) 
(segid 3A4 and resid 343 and name O 
(segid 3A4 and resid 325 and name CB 
(segid 3A4 and resid 326 and name C > 
segid 3A4 and resid 326 and name CA 
segid 3A4 and resid 326 and name CB ) 
Isegid 3A4 and resld 326 and name N 
segid 3A4 and resld 326 and name O ) 
segid 3A4 and resid 327 and name C 
(segid 3A4 and resid 327 and name CA 
(aegid 3A4 and resid 327 and name CB ) 
(segid 3A4 and resid 327 and name N 
(segid 3A4 and resid 327 and name O ) 
(segid 3A4 and resid 328 and name C 
(segid 3A4 and resid 328 and name CA ) 
(segid 3A4 and resid 328 and name N ) 
(segid 3A4 and resid 337 and name C ) 
(segid 3A4 and resid 337 and name 0 ) 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and rosid 338 and name CA ) 
(segid 3A4 and resid 338 and name N ) 
(segid 3A4 and resid 338 and name 0 ) 
segid 3A4 and resid 339 and name C ) 
segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB ) 
segid 3A4 and resid 339 and name N > 
segid 3A4 and resid 339 and name O 
segid 3A4 and resid 340 and name C ) 
segid 3A4 and resid 340 and name CA 
segid 3A4 and resid 340 and name N 
segid 3A4 and resid 340 and name O 
segid 3A4 and resld 341 and name C ) 
segid 3A4 and resid 341 and name CA 
segid 3A4 and resid 341 and name CB 
segid 3A4 and resid 341 and name CG 
segid 3A4 and resid 341 and name N 
segid 3A4 and resid 341 and name O ) 
segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name H 
(seaid 3A4 and resid 326 and name CB ) 
{segid 3A4 and resid 326 and name O J 
segid 3A4 and resid 327 and name C ) 
isegid 3A4 and resid 327 and name CA ) 
(segid 3A4 and resid 327 and name CB ) 
segid 3A4 and resid 327 and name N ) 



1.47 
2.45 
2.91 
5.11 
4.77 
5.73 
3.49 
6.71 
6.73 
6.89 
5.70 
5.85 
7.55 
6.97 
6.37 
5.40 
5.64 
5.90 
7.03 
6.62 
6.59 
4.69 
4.84 
4.61 
5.36 
4.10 
4.81 
5.33 
6.50 
4.35 
2.93 
5.78 
5.29 
b.13 
6.59 
7.52 
6.52 
6.02 
5.65 
7.33 
3.04 
3.39 
2.81 
4.21 
2.25 
4.18 
5.02 
4.77 
6.03 
3.63 
4.57 
7.44 
6.88 
6.12 
7.47 
7.26 
5.35 
6.82 
7.31 
4.78 
3.77 
3.85 
4.57 
5.02 
4.93 
4.31 
3.54 
2.80 
5.27 
5.55 
5.55 
6.15 
6.83 
4.38 
4.74 
7.37 
6.78 
2.48 
1.23 
3.61 
2.46 
3.19 
1.32 



0.01 
O.02 
0.09 
0.16 
0.08 
0.10 
0.09 
0.22 
0.21 
0.20 
0.16 
0.21 
0.22 



0.02 
0.02 
0.09 
0.17 
0.09 
0.11 
0.10 
0.22 
0.20 
0.19 
0.15 
0.20 
0.22 
0.23 
0.26 
0.30 
0.21 
0.23 
0.18 
0.26 
0.21 
0.18 
0.20 
0.22 
0.24 
0.11 
0.10 
0.14 
0.17 
0.14 
0.11 
0.10 
0.13 
0.11 
0.12 
0.21 
0.25 
0.35 
0.19 
0.16 
0.13 
0.24 
0.04 
0.08 
0.02 
0.38 
0.29 
0.23 
0.18 
0.16 
0.31 
0.32 
0.34 
0.31 
0.13 
0.30 
0.18 
0.18 
0.21 
0.19 
0.16 
0.18 
0.15 
0.18 



24 
29 
,30 
.20 
.22 
.18 
0.27 
0.21 
0.19 
0.20 
0.22 
0.24 
0.10 
0.11 
0.13 
0.17 
0.13 
0.10 
0.10 
0.13 
0.11 
0.13 
0.21 
0.26 
0.34 
0.19 
0.16 
0.13 
0.23 
0.04 
0.07 
0.02 
0.38 
0.29 
0.23 
0-17 
0.16 
0.31 
0.32 
0.34 
0.32 
0.12 
0.30 
0.18 
0.18 
0.20 
0.19 
0.16 
0.18 
0.14 
0.18 
0.16 
0.12 
0.14 
0.14 
0.08 
0.13 
0.17 
0.19 
0.30 
0.18 
0.12 
0.14 
0.12 
0.03 
0.01 
0.05 
0.01 
0.14 
0.02 



16 
0.11 
0.15 
0.14 
0.08 
0.13 
0.17 
0.20 
0.29 
0.19 
0.13 
0.15 
0.13 
0.02 
0.01 
0.06 
0.02 
0.15 
0.01 
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10 



15 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assiqn 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



40 



45 



55 



65 



(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
{segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
( segid 
(segid 
(segid 



3A1 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 ana 
3A4 and 
3A4 and 



resid 3?6 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 32 6 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
lesid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 
resid 326 



and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and 
and 

and name 
and name 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 



3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 



resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
lesid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
res id 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 



327 and 

328 and 
328 and 
328 and 
328 and 

328 and 

329 and 
329 and 
338 and 

338 and 

339 and 
339 and 
339 and 
339 and 

339 and 

340 and 
340 and 

340 and 

341 and 
326 and 
326 and 

326 and 

327 and 
327 and 
327 and 
327 and 

327 and 

328 and 
328 and 
328 and 
328 and 

328 and 

329 and 

329 and 

330 and 

330 and 

331 and 

331 and 

332 and 

333 and 

335 and 

336 and 

336 and 

337 and 

337 and 

338 and 
338 and 
338 and 

338 and 

339 and 
339 and 
339 and 
339 and 

339 and 

340 and 
340 and 

340 and 

341 and 
341 and 
341 and 

341 and 

342 and 

343 and 

343 and 

344 and 

344 and 

345 and 
345 and 

386 and 

387 and 

388 and 

388 and 

389 and 
389 and 
327 and 
327 and 
327 and 
327 and 

327 and 

328 and 
328 and 

328 and 

329 and 



name O ) 
name C ) 
name CA ) 
name CB ) 



name N 
name O 
name CB 
name N 
name C 
name O 
name C 
name CA ) 
name CB ) 
name H ) 
name O ) 
name C ) 
name CA ) 
name N I 
name N ) 
name C ) 
name CB ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name o ) 
name C ) 
name CA ) 
name CB ) 
name H ) 
name O ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CB ) 
name CA J 
name CB ) 
name C ) 
name CA ) 
name CB ) 
name 0 ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name N ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name CA ) 
name CB ) 
name N ) 
name CA ) 



3.85 
6.41 
5.98 
7.14 
4.72 
6.34 
7.38 
7,19 
6.63 
6.63 
5.49 
4.70 
4.50 
5.80 
6.65 
7.36 
6.26 
5.16 
7.37 
1.53 
1.53 
2.40 
4.74 
3.82 
4.52 
2.44 
4.64 
7.40 
7.08 
8.36 
5.96 
7.38 
8.61 
7.82 
12.15 
13.24 
13.38 
12.76 
17.08 
17.86 
15.65 
12.89 
13.54 
9.92 
9.33 
7.19 
8.54 
9.59 
6.94 
5.85 
5.38 
5.47 
6.55 
7.04 
7.03 
6-04 
5.19 
8.28 
8.74 
7.11 
7.25 
9.83 
11.22 
10.51 
14.49 
15.61 
15.92 
15.35 
18.20 
16.30 
15.86 
14.87 
16.15 
15.09 
5.70 
4.65 
4.89 
3.38 
5.66 
8.07 
9.35 
6.90 
9.28 



07 
.15 
.12 
.09 
.08 
.28 
.16 
.07 
.20 
0.16 
0.14 
0.19 
0.19 
0.25 
0.14 
0.24 
0.29 
0.20 
0.23 
0.00 
0.01 
0.01 
0.06 
0.01 
0.08 
0.02 
0.07 
0.17 
0.13 
0.11 
0.08 
0.30 
0.10 
0.17 
0.16 
0.11 
0.42 
0.41 
0.48 
0.55 
0.27 
0.17 
0.23 
0.21 
0.23 
0.20 
0.25 
0.21 
0.14 
0.10 
0.22 
0.24 
0.26 
0.10 
0.18 
O.20 
0.09 
0.18 
0.17 
0.19 
0.18 
0.19 
0.25 
0.30 
0.19 
0.23 
0.25 
0.40 
1.09 
1.15 
1.23 
1.26 
1.31 
1.33 
0.11 
0.12 
0.09 
0.15 
0.15 
0.10 
0.09 
0.09 
0.14 



0.08 
0.15 
0.11 
0.09 
0.07 
0.29 
0.16 
0.08 
0.20 
0.17 
0.13 
0.19 
0.20 
0.24 
0.14 
0.23 
0.29 
0.20 
0.23 
0.00 
0.02 
0.00 
0.06 
0.02 
0.07 
0.01 
0.08 
0.16 
0.13 
0.11 
0.08 
0.29 
0.10 
0.18 
0.17 
0.12 



,42 
.41 
.49 

,54 



0.27 
0.17 
0.23 
0.21 
0.22 
0.21 



26 
0.20 
0.14 
0.10 
0.21 
0.23 
0.26 
0.11 
0.18 
0.21 
0.09 
0.18 
0.17 
0.19 
0.19 
0.18 
0.25 
0.31 
0.20 
0.23 
0.25 
0.40 
1.10 
1.15 
1.24 
1.26 
1.31 
1.33 
0.11 
0.12 
0.09 
0.14 
0.15 
0.10 
0.09 
0.09 
0.13 



453 



assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
5 assign {segid 3A4 and resid 326 and name CB 
assign Iseqid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign {segid 3A4 and resid 326 and name CB 
10 assign {segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign {segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
15 assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
20 assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and xesid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
25 assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and tesid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
30 assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name CB 
assign {segid 3A4 and resid 326 and name CB 
35 assign (segid 3A4 and resid 326 and name CB 
assign (segid 3A4 and resid 326 and name N 
assign {segid 3A4 and resid 326 and name M 
assign {segid 3A4 and resid 326 and name N 
assign (segid 3A4 and resid 326 and name N 
40 assign (segid 3A4 and resid 326 and name N 
assign (segid 3A4 and resid 326 and name N 
assign (segid 3A4 and resid 326 and name N 
assign (segid 3A4 and resid 326 and name N 
assign (segid 3A4 and resid 326 and name M 
45 assign (segid 3A4 and resid 326 and name N 
assign (i»egid 3A4 and resid 326 and name N 
assign (segid 3A4 and resid 326 and name N 
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and resid 338 and name CB ) 
and resid 338 and name N ) 
and resid 338 and name O ) 
and resid 339 and name C ) 
and resid 339 and name CA ) 
and resid 339 and name CB > 
and resid 339 and name N ) 
and resid 328 and name C ) 
and resid 328 and name CB ) 
and resid 328 and name O } 
and resid 329 and name C ) 
and cesid 329 and name CA ) 
and cesid 329 and name CB ) 
and cesid 329 and name N ) 
and cesid 329 and name O ) 
and cesid 330 and name CA J 
and cesid 330 and name CB ) 
and resid 330 and name N ) 
and cesid 331 and name CA ) 
and resid 331 and name CB ) 
and cesid 332 and name CA ) 
and cesid 333 and name CA ) 
and cesid 335 and name CA ) 
and cesid 336 and name C ) 
and cesid 336 and name CA ) 
and resid 336 and name CB ) 
and cesid 337 and name C ) 
and cesid 337 and name CA ) 
and cesid 337 and name CB ) 
and cesid 337 and name N ) 
and resid 337 and name O ) 
and resid 338 and name C ) 
and resid 338 and name CA ) 
and cesid 338 and name CB ) 
and resid 338 and name N ) 
and resid 338 and name O ) 
and resid 339 and name C ) 
and re? id 339 and name CA ) 
and resid 339 and name CB ) 
and resid 339 and name N ) 
and resid 339 and name O ) 
and resid 340 and name CA ) 
and resid 340 and name H ) 
and resid 341 and name CA ) 



4.32 
5.11 
46 
50 
56 
,09 
80 
32 
3.90 
6.06 
7.29 
6,71 
5.33 
7.25 
6.67 
7.35 
2.50 
1.24 
3.62 
2.42 
3.22 
1.33 
4.03 



90 
87 
54 
59 
34 
52 
,51 
.75 
.09 
4.79 
5.68 
5.80 
5.58 
3.61 
5.50 
5.47 
6.81 
5.60 
6.10 
7.27 
5.87 
6.20 
5.30 
1.52 
1.52 
2.39 
4.79 
3.79 
4.51 
2.43 
4.90 
7.01 
7.66 
5.85 
9.83 
9.83 
13.17 
12.69 
10.57 
6.64 
7.09 
7.26 
4.45 
5.66 
6.01 
5.79 
3.35 
4.43 
4.46 
5.69 
4.94 
5.23 
6.11 
4.67 
4.89 
4.03 
6.73 
8.24 
6.83 
8.84 



0.39 
0.44 
0.43 
0.36 
0.27 
0.41 
0.44 
0.47 
0.50 
0.42 
0.34 
0.39 
0.40 
0.26 
0.30 
0.15 
0.03 
O.01 
0.03 
0.00 
0.11 
0.01 
0.06 
0.08 
0.09 
0.12 
0.11 
0.23 
0.25 
0.27 
0.30 
0.39 
0.13 
0.15 
0.21 
0.13 
0.14 
0.10 
0.18 
0.25 
0.15 
0.23 
0.18 
0.19 
0.21 
0.04 
0.01 
0.01 
0.O2 
0.03 
0.02 
0.12 
0.O4 
0.05 
0.11 
0.15 
0.12 
0.23 
0.30 
O.20 
0.34 
0.28 
0.30 
0.32 
0.42 
0.14 
0.14 
0.18 
0-13 
0.15 
0.11 
0.21 
0.29 
0.17 
0.24 
0.20 
0.21 
0.24 
0.06 
0.16 
0.25 
0.26 

o.ie 



0.39 
0.45 
0.44 
0.37 
0.28 
0.41 
0.45 
0.47 
0.51 
0.41 
0.35 
0.39 
0.39 
0.25 
0.29 
0.15 
0.04 
0.00 
0.03 
0.01 
0.10 
0.00 
0.06 
0.07 
0.09 
0.12 
0.11 
0.22 
0.24 
0.27 
0.31 
0.38 
0.13 
0.14 
0.20 
0.13 
0.14 
0.10 
0.18 
0.24 
0.15 
0.24 
0.18 
0.18 
0.21 
0.04 
0.00 
0.02 
0.02 
0.03 
0.02 
0.12 
0.03 
0.04 
0.12 
0.15 
0.13 
0.22 
0.31 
0.19 
0.33 
0.28 
0.29 
0.32 
0.42 
0.14 
0.14 
0.18 
0.12 
0.15 
0.12 
0.21 
0.29 
0.16 
0.23 
0.20 
0.21 
0.24 
0.06 
0.16 
0.26 
0.26 
0.18 



tiff ir; «z "» R _ ± A 1 f j^* :rv cr** r* l » — * 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
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50 



55 
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80 



(segid 3A4 and resid 328 and name CA 
(segid 3A4 and res id 328 and name CA 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
assign (Begid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(aegid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
assign (segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name CB 
(a eg id 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name N 
(segid 3A4 and resid 328 and name N 
(segid 3A4 and resid 326 and name N 
(segid 3A4 and resid 328 and name N 
(segid 3A4 and resid 328 and name N 
(segid 3A4 and resid 328 and name N 
(segid 3A4 and resid 328 and name N 
assign (segid 3A4 and resid 328 and name N 
assign (segid 3A4 and resid 328 and name N 
(segid 3A4 and res id 328 and name N 
(segid 3A4 and resid 328 and name N 
(segid 3A4 and resid 328 and name 
(segid 3A4 and resid 328 and name 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



N 
N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 326 and name N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resjd 328 and name N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 328 and name H 

assign (segid 3A4 and resid 328 and name H 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 328 and name N 

assign (segid 3A4 and resid 326 and name 0 

assign (segid 3A4 and resid 328 and name O 

assign (segid 3A4 and resid 326 and name O 

assign (segid 3A4 and resid 328 and name 0 

assign (segid 3A4 and resid 328 and name 0 

assign (segid 3A4 and resid 328 and name O 

assign (segid 3A4 and resid 328 and name O 

assign (segid 3A4 and resid 328 and name O 



(segid 3A4 and lesid 341 and name CB 
(segid 3A4 and lesid 342 and name CA 
(segid 3A4 and tesid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 329 and name C 
(segid 3A4 and resid 329 and name CA 
(segid 3A4 and resid 329 and name CB 
(segid 3A4 and resid 329 and name H 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 330 and name CA 
(segid 3A4 and resid 330 and name CB 
(segid 3A4 and resid 330 and name N 
(segid 3A4 and resid 332 and name CA 
(segid 3A4 and resid 331 and name CB 
(segid 3A4 and resid 332 and name CA 
(segid 3A4 and resid 333 and name CA 
(segid 3A4 and resid 33 5 and name CA 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 33*7 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A 4 and resid 337 and name N 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name O 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 340 and name N 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 34 0 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 328 and name C 
j segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 328 and name O 
(segid 3A4 and resid 329 and name C 
(segid 3A4 and resid 329 and name CA 
(segid 3A4 and resid 329 and name CB 
(segid 3A4 and resid 329 and name N 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 330 and name N 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and res id 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name C 
{segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name O 
(aegid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 340 and name H 
(segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 329 and name C 
(segid 3A4 and resid 329 and name CA 
(segid 3A4 and resid 329 and name CB 
(segid 3A4 and resid 329 and name N 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 330 and name C 
■ (segid 3A4 and resid 330 and name CA 



8.19 
11.80 
12.60 
11.74 
16.27 
17.24 
17.57 
17.28 
5.36 
4.61 
5.63 
3.31 
5.42 
7.33 
7.71 
6.30 
10.50 
10.65 
13.61 
12.73 
10.68 
6.74 
7.03 
6.87 
4.98 
6.23 
6.87 
6.14 
3.95 
5.04 
4.73 
5.69 
5.34 
6.04 
6.63 
5.42 
5.40 
4.59 
7.25 
9.13 
7.75 
9.77 
9.06 
12.93 
13.83 
13.02 
17.51 
18.43 



0.18 
0.25 
0.47 
0.56 
0.51 
0.48 
0.74 
0.81 
0.10 
0.05 



39 
46 
46 
70 
91 
71 
.09 
51 
.14 
.94 
.52 
.78 
,96 
.08 
.50 
.74 
.17 
.34 
.85 
.46 
.70 
.20 
.12 
.01 
.47 
.77 
.32 
.16 
.12 
.75 
.37 
26 
80 
17 



08 
07 
10 
25 
30 
23 
30 
34 
32 
0.29 
0.33 
0.36 
0.39 
0.51 
0.09 
0.11 
0.15 
0.14 
0.11 
0.13 
0.15 
0.29 
0.11 
0.23 
0.23 
0.26 
0.30 
0.13 
0.21 
0.26 
0.28 
0.18 
0.18 
0.23 
0.47 
0.57 
0.52 
0.48 
0.04 
0.01 
0.02 
0.09 
0.03 
0.04 
0.16 
0.03 
0.06 
0.09 
0.18 
0.17 
0.20 
0.14 



6.23 



18 
16 
28 
36 
23 
17 
15 
13 
0.17 
0.16 
0.15 
0.22 
0.21 
0.11 
0.05 
0.01 
0.16 
0.02 
0.07 
0.1O 
0.14 



0.19 
0.24 
0.48 
0.57 
0.51 
0.48 
0.73 
0.82 
0.11 
0.04 
0.09 
0.07 
0.10 
0.24 
0.29 
0.23 
0.29 
0.35 
0.32 
0.29 
0.33 
0.35 
0.39 
0.51 
0.1O 
0.10 
0.15 
0.14 
O.ll 
0.14 
0.15 
0.29 
0.10 
0.24 
0.24 
0.26 
0.30 
0.12 
0.20 
0.26 
0.27 
0.17 
0.18 
0.23 
0.47 
0.57 
0.52 
0.47 
0.04 
0.01 
0.02 
0.09 
0.04 
0.03 
0.16 
0.03 
0.05 
0.09 
0.19 
0.17 
0.21 
0.13 
0.19 
0.16 
0.28 
0.36 
0.23 
0.18 
0.16 
0.14 
0.17 
0.16 
0.15 
0.21 
22 
11 
06 
02 
17 
01 
07 
0.10 
0.13 



0. 
0. 
0. 
0. 
O. 
0. 
0. 
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assign 
assign 
assign 
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assign 



50 



55 



60 
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assign (segid 3A4 and ret* id 328 and name O ) 
assign (segid 3A4 and res id 328 and name O ) 
assign (segid 3A1 and res id 328 and name O ) 
assign (segid 3A4 and res id 328 and name O ) 
assign (segid 3A4 and resid 328 and name O ) 
assign (segid 3A4 and cesid 328 and name O ) 
(segid 3A4 and resid 328 and name O ) 
(segid 3A4 and resid 328 and name O ) 
(segid 3A4 and resid 328 and name O > 
(segid 3A4 and resid 328 and name O ) 
(segid 3A4 and resid 328 and name O ) 
(segid 3A4 and resid 328 and name O ) 
assign (segid 3A4 and resid 328 and name O ) 
assign (segid 3A4 and resid 328 and name O ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C J 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C } 
(segid 3A4 and resid 329 and name C > 
(segid 3A4 and resid 329 and name C > 
(segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C > 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
(segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name C ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and xesid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A.4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA } 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign ( segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA ) 
assign (segid 3A4 and resid 329 and name CA > 
assign (segid 3A4 and resid 329 and name CA ) 



(segid 3A4 and resid 330 and name CB 
(segid 3A4 and resid 330 and name N 
(segid 3A4 and resid 337 and name C 
(segid 3a4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name H 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 329 and name CB 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 330 and name C 
(segid 3A4 and resid 330 and name CA 
(segid 3A4 and resid 330 and name CB 
(segid 3A4 and resid 330 and name N 
(segid 3A4 and resid 330 and name O 
(segid 3A4 and resid 331 and name C 
(segid 3A4 and resid 331 and name CA 
(segid 3A4 and resid 331 and name CB 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 332 and name N 
(segid 3A4 and resid 335 and name C 
(segid 3A4 and resid 335 and name CA 
(segid 3A4 and resid 335 and name M 
(segid 3A4 and resid 335 and name O 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name N 
(segid 3A4 and resid 336 and name O 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and reSLd 337 and name CB 
(segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 337 and name o 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 329 and name C 
(segid 3A4 and resid 329 and name CB 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 330 and name C 
(segid 3A4 and resid 330 and name CA 
(segid 3A4 and resid 330 and name CB 
(segid 3A4 and resid 330 and name N 
(segid 3A4 and resid 330 and name O 
(segid 3A4 and re3id 331 and name C 
(segid 3A4 and resid 331 and name CA 
(segid 3A4 and resid 331 and name CB 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 332 and name CA 
(segid 3A4 and resid 333 and name CA 
(segid 3A4 and resid 335 and name C 
(segid 3A4 and resid 335 and name CA 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name M 
(segid 3A4 and resid 336 and name O 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 341 and name CA 



assign (segid 3A4 and resid 329 and name CA ) (segid 3A4 and resid 341 and name CB 



6.77 
4.85 
00 
82 
83 
67 
83 
56 
6.64 
6.81 
7.14 
6.61 
6.75 
6.22 
2.52 
1.23 
3.36 
2.41 
3.49 
1.32 
4.02 
6.31 
5.21 
5.54 
3.94 
6.52 
7.26 
5.67 
6.90 
7.07 
5.24 
4.75 
4.52 
5.36 
5.35 
5.93 
4.80 
4.65 
4.52 
3.89 
4.06 
7.21 
6.76 
6.07 
7.50 
7.63 
1.52 
1.55 
2.39 
4.58 
3.77 
4.69 
2.41 
5.00 
7.59 
6.35 
6.55 
5.23 
9.75 
9.77 
7.12 
8.38 
5.78 
5.77 
6.47 
6.74 
6.89 
4.97 
5.21 
4.99 
4.79 
4.01 
6.77 
6.58 
7.97 
6.15 
7.09 
7.61 
8.24 
6.97 
10.52 
10.04 
9.11 



0.19 
0.14 
0.13 
0.13 
0.19 
0.14 
0.15 
0.08 
0.20 
0.15 
0.19 
0.16 
0.19 
0.07 
05 
01 
06 
,01 
10 
01 
0.16 
0.20 
0.24 
0.33 
24 
20 
22 
38 
23 
23 
99 
11 
0.18 
0.19 
0.25 
0.09 
0.08 
0.08 
0.21 
0.05 
0.10 
0.12 
0.09 
0.09 
0.27 
0.11 
0.01 
0.02 
0.01 
0.04 
0.01 
0.08 
0.03 
0.25 
0.23 
0.26 
0.38 
0.27 
0.22 
0.49 
0.37 
0.24 
0.14 
0.20 
0.22 
0.25 
0.14 
0.05 
0.08 
0.17 
0.08 
0.08 
0.08 
0.12 
0.16 
09 
25 
19 
19 
07 
0.26 
0.19 
0.18 



0.19 
0.14 
0.12 
0.13 
0.18 
0.13 
0.14 
0.08 
0.19 
0.15 
0.19 
0.16 
0.19 
0.07 
0.04 
0.01 
0.06 
0.01 
0.11 
0.01 
0.17 
0.21 
0.23 
0.33 
0.25 
0.21 
0.22 
0.38 
0.23 
0.24 
0.99 
0.10 
0.19 
0.18 
0.25 
0.10 
0.07 
0.07 
0.21 
0.06 
0.09 
0.13 
0.10 
0.08 
0.26 
0.11 
0.00 
0.02 
0.01 
0.05 
0.02 
0.08 
0.03 
0.24 
0.22 
0.27 
0.38 
0.27 
0.22 
0.49 
0.37 
0.23 
0.14 
0.19 
0.21 
0.24 
0.14 
0.06 
0.07 
0.17 
0.08 
0.08 
0.09 
0.12 
0.16 
0.09 
0.26 
0.18 
0.20 
0.07 
0.25 
0.19 
0.17 



459 



10 



15 



20 



25 



asslan (segid 3A4 and resid 329 and name CA J 
assign segid 3A4 and rend 329 and name CR 
assign segid 3A4 and resid 329 and name CA 
assign (se^id 3A4 snd resid 329 and name CR 
assign (segid 3A4 and resid 329 and name CR 
assign segid 3A4 and resid 329 and name CR 
assign (segid 3R4 and resid 329 and name CR 
"sign segid 3A4 and resid 329 and name CR 
assign isegid 3A4 and resid 329 and name CB 
assign (segid 3A4 and resid 329 and name CB ) 
"sign segid 3A4 and resid 329 and name CB 
assign segid 3A4 and resid 329 and name CB 
IVsZ »egid 3A4 and resid 329 and name CB 
assign (segid 3A4 and resid 329 and name CB > 
assign segid 3A4 and resid 329 and name CB 
assign segid 3A4 and resid 329 and name CB 
a s"gn segid 3A4 and rosid 329 and name CB 
assign segid 3A4 and rasid 329 and name CB 
assign Uid 3A4 and resid 329 and name CB ) 



(segid 3A4 and resid 342 and name CA ) 



iseqxa mv* a"" — -- 

(segid 3A4 and resid 343 and name CA 
{segid 3A1 and resid 343 and name CB 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 387 and name CA 
(segid 3A4 and resid 330 and name C 
(segid 3A4 and resid 330 and name CA 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 330 and name N ) 
(segid 3A4 and resid 330 and name O ) 
(segid 3A4 and resid 331 and name C ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 331 and name N ) 
(segid 3A4 and resid 332 and name CA 



(segia jmi bhu — 

(segid 3A4 and resid 333 and name CA 



assign isegid 3A4 and resid 329 and name CB segio «j .™ ~ -~ ^ ^ 
assign (segid 3A4 and resid 329 end n« « (segid » ^ 



assign segid 3A4 and resid 329 and name CB 
assign (segid 3A4 and resid 329 and name CB 
assign segid 3A4 snd resid 329 and name CB 
assign (segid 3A4 and resid 329 snd name CB 
assign isegid 3R4 and resid 329 and name CB 
assign (segid 3A4 and resid 329 and name CB ) 



(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB , 
(segid 3A4 and resid 337 and name C ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 



assign (segid 3A4 and resid 329 and name CB segia £j — rf 33? and name N 
assign (segid 3A4 and resid 329 and name CB (segxd ^ ^ ^ 



30 



35 



40 



45 



50 



(segid 3A4 and resid 337 and name O ) 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name N ) 
(segid 3A4 and resid 338 and name O ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 340 and name CA ) 
segid 3A4 and resid 341 and name CA ) 



"si™ segid 3A and resid 329 and name CB 

assiln segid 3A4 and resid 329 and name CB 

assign segid 3A4 and resid 329 and name CB 

assign segid 3A4 and resid 329 and name CB 

assign segid 3A4 and resid 329 and name CB 

atsign selid 3A4 and resid 329 and name CB 

assign segid 3A4 snd resid 329 and name CB 

:i£ lis sj and sas m a = s 

SSS SS3 SS S resg | £ S= | « ~ ™ ~ = = CB , 

sss ssss s a - E 1 Sid s: s ss ss a = s ; 

assign (segid 3A4 and resid 329 and name CB segid gnd namo CB 

assign (segid 3A4 and resid 329 and name CB 1 jsegio J rf CA ) _ 

assign selid 3A4 and resid 329 and name CB segid 3A4 and resid J4 cb ^ 25 

assign (segid 3A4 and resid 329 and name CB segid 3A4 and resid ^ ^ ^ ^ } UM 
assign (segid 3A4 and resid 329 and name CB segid ja ^ ^ ^ , 

assign (segid 3A4 and resid 329 and name CB segid |R ^ n8me ^ 

assign (segid 3A4 and resid 329 and name CB ) (segid |A ^ ^ name CB 

assign (segid 3A4 and resid 329 and name CB segid ^ ^ ^ 

assign (segid 3A4 end resid 329 and name ca j (segia ^ J , a , = „ H n „ me ca » 

assi™ segid 3A4 and resid 329 and name CB 
assiS isSid 3A4 and resid 329 and name CB 
assian (segid 3A4 and resid 329 and name CB 1 
assign segid 3A4 and resid 329 and name CB 
"sign segid 3A4 and resid 329 and name N ) 

0£> = ^ . > — 19Q »nrf name 



12.16 
11.79 
10.63 
15.10 
16.20 
15.67 
15.30 
17.90 
4.88 
4.52 
5.66 
3.23 
5.12 
7.58 
6.20 
6.14 
5.37 
9.81 
10.35 
8.99 
6.57 
6.75 
7.65 
5.45 
5.56 
4.92 
5.43 
4.61 
7.00 
7.07 
8.53 
6.60 
7.08 
7.62 
8.36 
7.22 
10.16 
9.66 
8.83 
11.40 
10.85 
9.62 
14.08 



14.07 
17.96 
18.39 
17.73 
16.44 
17.60 
16.97 



assign (segia jm* *»h« — - — 

55 assian (segid 3A4 and resid 329 and name N 
assiS segid 3A4 and resid 329 and name N 
assign" segid 3A4 and resid 329 and name N 
assign segid 3A4 and resid 329 and name N 
assign segid 3A4 and resid 329 and name N 
60 assign segid 3A4 and resid 329 and name N 
60 assign {segid 3A4 and resid 329 and name M 
assian (segid 3A4 and resid 329 and name N 
assign se^id 3A4 and resid 329 and name N 
assign segid 3A4 and resid 329 and name N 
65 assign segid 3A4 and resid 329 and name N 
assign segid 3A4 and resid 329 and name N 
assign segid 3A4 and resid 329 and name N 
assign {segid 3A4 and resid 329 and name * 
assian (segid 3A4 and resid 329 and name N 
70 assign {se^id 3A4 and resid 329 and name N 
assign (segid 3A4 and resid 329 and name N 
assign (segid 3A4 and resid 329 and name N 
"Sign segid 3A4 and resid 329 and name N 
assign (segid 3A4 and resid 329 and name N 
75 assign (segid 3A4 and resid 329 and name N 
assign (segid 3A4 and resid 329 and name N 
assign (segid 3A4 and resid 329 and name N 
assign (segid 3A4 end resid 329 and name W 
assign segid 3A4 and resid 329 and name N 
80 assign segid 3A4 and resid 329 and name H 
assiln (segid 3A4 and resid 329 and name N 
assign (segid 3A4 and resid 329 and name N 
Hsign segid 3A4 and resid 329 and name N 



segid 3A4 and resid 387 and name CA 
(segid 3A4 and resid 388 and name CA 
segid 3A4 and resid 388 and name CB 
segid 3A4 and resid 389 and name CB 17.59 
(segid 3A4 and resid 329 and name C 2.42 
) (segid 3A4 and resid 329 and name CA 
segxd 3A4 and resid 329 and name CB 
segid 3A4 and resid 329 and name 0 ) 
) (segid 3A4 and resid 330 and name C 
segid 3A4 and resid 330 and name CA 
selid 3A4 and resid 330 and name CB 
segid 3A4 and resid 330 and name N 
segid 3A4 and resid 330 and name 0 
segid 3A4 and resid 331 and name CA 
segid 3A4 and resid 331 and name N 
segid 3A4 and resid 335 and name C 
(segid 3A4 and resid 336 and name C 
selid 3A4 and resid 336 and name CA 
selid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name N 
selid 3A4 and resid 336 and name O 
selid 3A4 and resid 337 and name C 
(stiid 3A4 and resid 337 and name CA 
selid 3A4 and resid 337 and name CB 
selid 3A4 and resid 337 and name N 
selid 3A4 and resid 337 and name 0 
selid 3A4 and resid 338 and name C 
selid 3A4 and resid 338 and name CA 
selid 3A4 and resid 338 and name CB 
selid 3A4 and resid 338 and name N 
selid 3A4 and resid 338 and name O 
1 t segia d 339 and name C ) 



0.38 
0.65 
0.73 
0.76 
0.70 
1.02 
1.11 
0.98 
0.12 
0.14 
0.20 
0.16 
0.39 
0.26 
0.29 
0.44 
0.30 
0.25 
0.53 
0.26 
0.21 
0.26 
0.26 
0.14 
0.14 
0.13 
0.19 
0.19 
0.10 
0.16 
0.17 
0.15 
0.22 
0.18 
0.16 
0.14 
0.32 
0.29 
0.27 
0.46 
0.75 
0.82 
0.86 
0.80 
1.07 
1.16 
1.03 
0.95 
0.65 
0.95 
1.19 
1.32 
1.10 

0.01 

0.01 
0.02 
0.04 
0.04 
0.04 
0.05 
0.06 
0.21 
0.22 
0.23 
0.35 
0.19 
0.23 
0.27 
0.24 
0.22 
0.09 
0.13 
0.21 
0.11 
0.10 
0.11 
0.13 
0.19 
0.11 
0.28 
0.23 
0.21 
0.22 



1.46 
2.47 
2.74 
5.7S 
4.76 
5.59 
3.54 
6.30 
7.46 
6.28 
7.40 
5.46 
5.69 
6.21 
6.86 
6.44 
4.06 
4.68 
4.72 
4.47 
2.95 
5-51 
5.31 
6.69 
5.10 
5.97 
7.61 
6.33 
6.93 



0.38 
0.65 
0.73 
0.76 
0.70 
1.02 
1.11 
0.98 
0.13 
0.14 
0.19 
0.16 
0.40 
0.26 
0.29 
0.44 
0.29 
0.24 
0.53 
0.26 
0.21 
0.25 
0.25 
0.14 
0.14 
0.14 
0.19 
0.19 
0.10 
0.16 
0.16 
0.15 
0.23 
0.19 
0.17 
0.14 
0.33 
0.29 
0.28 
0.47 
0.75 
0.82 
0.85 
0.80 
1.08 
1.15 
1.04 
0.95 
0-65 
0.94 
1.19 
1.33 
1.10 
0.02 
0.00 
0.01 
0.04 
0.0S 
0.04 
0.05 
0.06 
0.20 
0.22 
0.23 
0.35 
0.19 
0.22 
0.27 
0.25 
0.22 
0.09 
0.12 
0.22 
0.10 
0.09 
0.10 
0.14 
0.19 
0.10 
0.28 
0.20 
0.21 
0.22 
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10 



15 



20 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



25 



30 



35 



40 



45 



assiqn (segid 3A4 and resid 329 and name N 
assign segid 3A4 and resid 329 and name 0 
assign segid 3A4 and resid 329 and name O 
assign (segid 3A4 and resid 329 and name O 
assign (segid 3A4 and resid 329 and name O 
assign (segid 3A4 and resid 329 and name O 
assign selid 3A4 and resid 329 and name O 
assign segid 3A4 and resid 329 and name O 
segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
assi.cn (segid 3A4 and resid 329 and name O 
assign (segid 3A4 and resid 329 and name O 
assign segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name 0 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
assign (segid 3A4 and resid 329 and name O 
assign segid 3A4 and reaid 329 and name O 
assign seiid 3A4 and resid 329 and name O 
assign (segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 329 and name O 
(segid 3A4 and resid 32 and name C 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
and resid 



50 



55 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



) (segid 3A1 and resid 339 and name tj ) 
) (segid 3A4 and lesid 329 and name CB ) 
I (segid 3A4 and resid 330 and name C 
(segid 3A4 and lesid 330 and name CA ) 
segid 3A4 and resid 330 and name CB 
1 (segid 3A4 and resid 330 and name N ) 
) (segid 3A4 and resid 330 and name O ) 
(segid 3A4 and resid 331 and name C ) 
segid 3A4 and resid 331 and name CA ) 
segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 331 and name N ) 
) (segid 3A4 and resid 331 and name O 

segid 3A4 and resid 332 and name N ) 
) (segid 3A4 and resid 335 and name C 
(segid 3A4 and resid 335 and name CA ) 
segid 3A4 and resid 335 and name N 
) (segid 3A4 and resid 335 and name O 
segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name N ) 
segid 3A4 and resid 336 and name O 
(segid 3A4 and resid 337 and name C 
segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name N ) 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name C ) 
(segid 3A4 and resid 338 and name CA ) 
segid 3A4 and resid 338 and name CB ) 



(segid 3A4 _ 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



80 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name C 
32 and name 
32 and name 
32 and name 
32 and name 
32 and name 
32 and name 



32 and name O 

33 and name C 
33 and name CA ) 
33 and name CB ) 
33 and name N ) 
33 and name O ) 



32 and name C 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 



(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 32 and name CB 
(segid 3A4 and resid 
< segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
(segid 3A4 and resid 343 and name O > 
(segid 3A4 and resid 344 and name C ) 
{ segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 344 and name N 1 
and resid 344 and name O ) 
and resid 345 and name C ) 
and resid 345 and name CA ) 
(3egi u and resid 345 and name CB ) 
(segid 3A4 and resid 345 and name N 
segid 3A4 and resid 346 and name CA 
segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 346 and name N 
(segid 3A4 and resid 34 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

segid 3A4 and resid 317 and name CA 
(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
segid 3A4 and resid 319 and name CA ) 
iseaid 3A4 and resid 319 and name CB ) 
segid 3A4 and resid 322 and name CA 
segid 3A4 and resid 323 and name CA 
segid 3A4 and resid 323 and name CB 
segid 3A4 and resid 324 and name CA 
legid 3A4 and resid 324 and name CB 
{ 9 ■ - - and resid 325 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



34 and name CA ) 
34 and name CB ) 
34 and name N ) 

34 and name O ) 

35 and name N ) 
38 and name CB ) 



5.62 
3.23 
3.70 
2.74 
3.89 
2.24 
4.60 
6.20 
5.22 
5.39 
3.94 
6.16 
7.28 
4.83 
6.13 
6.51 
4.46 
3.60 
3.55 
4.52 
4.44 
4.7B 
3.87 
3.54 
3.58 
2.71 
3.33 
6.60 
6.01 
7.25 
5.15 
6.85 
7.20 
2.51 
1.24 
3.25 
2.43 
3.62 
1.32 
3.78 
7.58 
6.38 
6.48 
6.62 
7.40 
4.96 
5.64 
5.71 
5.36 
3.78 
6.50 
5.90 
7.03 
5.88 
6.93 
6.38 
5.99 
6.43 



32 and name CA ) (segid 3A1 CQ } 

32 and name CA ) segid 3A4 and resid 325 an 
32 and name CA ) (segid 3A4 and resid 326 ana 



32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 "and name CA ) 
32 and name CA ) 
32 and name CA ) 



S £ and resi5 32B and name CB ) 
segid 3A4 and resid 327 and name CA 
segid 3A4 and resid 327 and name CB 
segid 3A4 and resid 328 and name CA 
segid 3A4 and resid 328 and name CB 
segid 3A4 and resid 329 and name CA ) 



0.08 
0.14 
0.11 
0.05 
0.18 
0.02 
0.10 
0.29 
0.31 
0.45 
0.29 
0.30 
0.28 
0.36 
0.25 
0.24 
0.89 
0.12 
0.21 
0.17 
0.27 
0.10 
0.11 
0.10 
0.23 
0.06 
0.14 
0.14 
0.10 
0.12 
0.09 
0.26 
0.13 
0-03 
0.02 
0.09 
0.01 
0.03 
0.03 
0.15 
0.11 
0.15 
0.17 
0.26 
0.21 
0.08 
0.11 
0.29 
0.09 
0.10 
0.19 
0.16 
0.24 
0.12 
0.36 
0.44 
0.24 
0.22 
0.21 
0.21 
0.21 
0.22 
0.25 
0.30 
0.37 
0.73 
0.67 
0.59 
0.62 
0.45 
0.14 
0.27 
0.32 
0.39 
0.30 
0.38 
0.29 
0.29 
0.41 
0..47 
0.57 
0.61 
0.73 



11 
5.40 
3.95 
7.45 
6.72 
7.33 
16.58 
17.33 
18.67 
14.81 
15.21 
9.41 
10.39 
10.16 
11.75 
12.91 
12.80 
12.32 
16.60 
17.42 
17.43 
18.43 
16.31 
17.29 
14.75 



0.08 
0.14 
0.10 
0.04 
0.18 
0.03 
0.11 
0.28 
0.31 
0.44 
0.28 
0.31 
0.27 
0.37 
0.24 
0.24 
0.90 
O.ll 
0.21 
0.18 
0.27 
0.10 
0.10 
0.11 
0.23 
0.07 
0.15 
0.15 
0.10 
0.11 
0.09 
0.26 
0.12 
0.03 
0.01 
0.10 
0.02 
0.03 
0.02 
0.16 
0.10 
0.14 
0.17 
0.26 
0.21 
0.08 
0.11 
0.28 
0.09 
0.09 
0.19 
0.15 
0.23 
0.12 
0.35 
0.45 
0.25 
0.23 
0.21 
0.21 
0.20 
0.21 
0.25 
0.31 
0.38 
0.73 
0.67 
0.59 
0.62 
0.45 
0.14 
0.28 
0.32 
0.40 
0.31 
0.38 
0.30 
0.30 
0.41 
0.46 
0.57 
0.61 
0.73 
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assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
5 assxgn Isegxd 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn < segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
10 assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
15 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
20 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
25 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
30 assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxqn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
35 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
40 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
45 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
50 assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resxd 
55 assxgn (seqid 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
60 assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
70 assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and tesxd 
75 assign (segid 3A4 and resxd 
assxgn (segxd 3A1 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resid 
80 assign (segid 3A4 and lesid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ] 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 



14.08 
1.52 
1.55 
2.38 
14.13 
15.42 
11.62 
10.27 



-xo a «H name CA ) (segid 3A4 and resid 329 and name CB ) 
H £2 IS™ £ ') (segid 3M and resxd 32 and name C^ 
32 and name CA ) (segid 3A4 and resid 32 and name CB ) 
H «nd nlme CA (segid 3A4 and resid 32 and name O ) 
\l and neSe CA segid 3A4 and resid 330 and narce CA 
32 and ntSe S (segid 3A4 and resid 330 and name CB 
(segxd 3A4 and resxd 331 and name CA ) 
(segxd 3A4 and resxd 331 and name CB ) 
(segxd 3A4 and resxd 332 and name CA 12.65 
(segxd 3A4 and resxd 333 and name CA ) 14.52 
Isegxd 3A4 and resxd 335 and name CA ) 
(segxd 3A4 and resxd 336 and name CA ) 
(segxd 3A4 end resxd 336 and name CB ) 
(segxd 3A4 and resxd 337 and name CA 
(segxd 3A4 and resid 337 and name CB ) 
(segxd 3A4 and resxd 338 and name CA ) 
(segid 3A4 and resxd 338 and name CB ) 
{segxd 3A4 and resxd 339 and name CA ) 
(segxd 3A4 and resxd 339 and name CB ) 
(segxd 3A4 and resxd 33 and name C > 
(segxd 3A4 and resid 33 and name CA ) 
(segxd 3A4 and resxd 33 and name CB 
(segxd 3A4 and resxd 33 and name N 
(segxd 3A4 and resxd 33 and name O ) 
(segxd 3A4 and resxd 340 and name CA 

* . ■ -i » -i nana r*A 1 



32 and name CA ) (segxd 3A4 and resid 341 and name CA ) 
11 and na^e CA ) (segid 3A4 and resxd 341 end name CB 
32 and name CA ) (segxd 3A4 and resxd 342 and name C 
32 and na^e CA ) (segxd 3A4 and resxd 342 and name CA 
32 and name CA ) (se^xd 3A4 and resxd 342 and name O 
32 and name CA ) (segxd 3A4 and resid 343 and name C^ 
■w »nd name CA ) (segxd 3A4 and resxd 343 and name CA [ 
11 and ntme CA" segxd 3A4 and resid 343 and name CB 
32 Ind namt CA (seg\d 3A4 and resid 343 and name N 
32 and na^e CA i (segxd 3A4 and resxd 343 and name O 
32 and name CA > (segxd 3A4 and resid 344 and name C 
32 and name CA ) (segxd 3A4 and resid 344 and name CA 
32 and name CA ) (segxd 3A4 and resid 344 and name CB 
H and name CA ) (segxd 3A4 and resid 344 and name N 
32 and name CA ) (segxd 3A4 and resxd 344 and name O 
32 and name CA ) (segxd 3A4 and resxd 345 and name C^ 
(segxd 3A4 and resid 345 and name CA J 
(segxd 3A4 and resid 345 and name CB ) 
(segxd 3A4 and resid 345 and name N ) 
(segid 3A4 and resid 346 and name CA J 
(segxd 3A4 and resid 346 and name CB 
(segxd 3A4 and resxd 346 and name N ) 
(segxd 3A4 and resxd 347 and name CA ) 
(segxd 3A4 and resxd 347 and name CB 
(segxd 3A4 and resxd 348 and name CA ) 
(segxd 3A4 and resxd 349 and name CA > 
(segid 3A4 and resxd 349 and name CB > 
(segxd 3A4 and resxd 34 and name CA ) 
(segxd 3A4 and resxd 34 and name CB ) 
(segxd 3A4 and resxd 34 and name N ) 
(segxd 3A4 and resxd 350 and name CA ) 
(segxd 3A4 and resid 350 and name CB ) 
(segxd 3A4 and resxd 351 and name CA ) 
(segxd 3A4 and resxd 352 and name CA ) 
(segxd 3A4 and resxd 352 and name CB ) 
(segxd 3A4 and resxd 353 and name CA ) 
(segxd 3A4 and resxd 353 and name CB ) 
(segxd 3A4 and resxd 354 and name CA ) 
(segxd 3A4 and resxd 354 and name CB ) 
(segxd 3A4 and resxd 356 and name CB ) 
(segxd 3A4 and resxd 35 and name CA ) 
(segxd 3A4 and resxd 360 and name CB ) 
(segxd 3A4 and resxd 36 and name CA ) 
(segxd 3A4 and resxd 37 and name CA ) 
(segxd 3A4 



32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
3? and name CA 1 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 



tsegxu and resxd 37 and name CB ) 
(segxd 3A4 and resxd 381 and name CA ) 
(segxd 3A4 and resxd 382 and name CA ) 
(segxd 3A4 and resxd 382 Bnd name CB ) 
(segxd 3A4 and resxd 383 and name CA ) 
(segxd 3A4 and resxd 384 and name CA ) 
(segxd 3A4 and resxd 385 and name CA ) 
(segxd 3A4 and resxd 386 and name CA } 
(segxd 3A4 and resxd 387 and name CA J 
(segxd 3A4 and resxd 389 and name CA ) 
(segxd 3A4 and resxd 389 and name CB ) 
(segid 3A4 and resxd 38 and name CA ) 
(seaid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 39 and name CA ) 



11.81 
13.14 
14.46 
11.37 
10.49 
14.01 
14.44 
15.57 
17.09 
4.50 
3.80 
4.80 
2.42 
4.73 
14.53 
10.97 
10.37 
7.32 
8.78 
6.65 
5.67 
5.83 
6.31 
7.04 
6.74 
4.55 
4.87 
4.65 
4.57 
3.51 
6.61 
6.05 
7.30 
5.69 
7.10 
6.57 
6.21 
10.68- 
11.70 
12.02 
10.37 
8.99 
6.30 
6.48 
5.28 
11.67 
11.60 
14.97 
15.23 
14.85 
14.66 
14.12 
17.92 
18.20 
17.74 
9.51 
18.64 
11.99 
12.99 
13.56 
17.9? 
15.63 
14.30 
16.73 
18.21 
15.47 
16.31 
17.81 
18.53 
17.38 
9.88 
8.76 
9.43 



0.83 
0.00 
0.03 
0.02 
0.55 
0.54 
0.55 
0.54 
0.65 
0.94 
0.47 
0.44 
0.42 
0.64 
0.70 
0.54 
0.63 
0.40 
0.40 
0.09 
0.01 
0.04 
0.01 
0.18 
0.22 
0.23 
0.33 
0.14 
0.13 
0.15 
0.17 
0.19 
0.28 
0.16 
0.20 
0.13 
0.15 
0.30 
0.14 
0.17 
0.19 
0.15 
0.23 
0.15 
0.32 
0.43 
0.20 
0.29 
0.31 
0.25 
0.40 
0.40 
0.23 
0.26 
0.20 
0.72 
0.83 
0.55 
0.57 
0.61 
0.70 
0.83 
0.68 
0.63 
0.78 
0.24 
0.52 
0.20 
0.16 
0.23 
0.66 
0.39 
0.40 
0.30 
0.24 
0.40 
0.35 
1.05 
0.67 
0.69 
0.25 
0.27 
0.20 



0.83 
0.01 
0.02 
0.03 
0.55 
0.54 
0.54 
0.54 
0.66 
0.94 
0.46 
0.45 
0.41 
0.63 
0.70 
0.53 
0.64 
0.40 
0.40 
0.08 
0.02 
0.03 
0.01 
0.17 
0.22 
0.22 
0.32 
0.14 
0.13 
0.15 
0.17 
0.20 
0.28 
0.17 
0.20 
0.13 
0.14 
0.31 
0.13 
0.16 
0.19 
0.15 
0.23 
0.15 
0.31 
0.42 
0.21 
0.30 
0.31 
0.25 
0.39 
0.40 
0.22 
0.25 
0.21 
0.71 
0.82 
0.55 
0.57 
0.62 
0.71 
0.82 
0.67 
0.63 
0.78 
0.25 
0.53 
0.20 
0.17 
0.23 
0.66 
0.39 
0.41 
0.30 
0.25 
0.40 
0.35 
1.06 
0.67 
0.69 
0.25 
0.26 
0.20 
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10 



15 



assign 
assign 
assign 
assign 
assign 



20 



25 



30 



35 



40 



assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and lesid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and lesid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and restd 
(beg id 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CA ) 
32 and name CB > 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB > 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 



(segid 3A4 and resid 39 and name CB ) 

(segid 3A4 and resid 40 and name CA ) 

(seqid 3A4 and resid 40 and name CB ) 

(segid 3A4 and resid 41 and name CA ) 

(segid 3A4 and resid 41 and name CB ) 

(segid 3A4 and resid 429 and name CA J 

(segid 3A4 and resid 42 and name CA ) 
— " and resid 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



U11LI 42 and name CB ) 

and re3id 430 and name CA ) 
and resid 431 and name CA ) 
and re3id 433 and name CA ) 
and re3id 311 and name CA > 
, tS ey^ ,^ and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB > 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA > 
(segid 3A4 and resid 323 and name CB ) 
(seqid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 327 and name CA ) 
(segid 3A4 and resid 328 and name CA 
(segid 3A4 and resid 329 and name CA 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 330 and name CA 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 



45 



50 



55 



60 



70 



75 



80 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



32 and name CB ) tsegia Z «T Z„ H name CB > 

32 and name CB ) (segid 3A4 and resid 331 and name CB 
32 and name CB ) (segid 3A4 and resid 332 and name CA 
32 and na^e CB (segid 3A4 and resid 333 and name CA 
32 and name CB ) (segid 3A4 and resid 335 and name CA 
32 anS nZl CB i (segid 3A4 and resid 336 and name CA 
32 and name CB ) (segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 33 and name C ) 
(segid 3A4 and resid 33 and name CA ) 
(segid 3A4 and resid 33 and name CB J 
(segid 3A4 and resid 33 and name N > 
(segid 3A4 and resid 33 and name 0 ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and rosid 342 and name CA ) 
(segid 3A4 and resid 342 and name 0 ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 34 4 and name C > 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 344 and name 0 ) 
(segid 3A4 and resid 345 and name C ) 
(segid 3A4 and resid 345 and name CA ) 
( segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 345 and name M ) 
(segid 3A4 and resid 34 6 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 34 and name N ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 35? and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 



32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB 1 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB } 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB > 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB > 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and namo CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 



9.42 
13.16 
14.28 
13.14 
12.81 
17.34 
10.86 
9.37 
15.11 
15.00 
18.08 
16.22 
16.93 
18.30 
14.61 
15.16 
10.17 
11.54 
11.41 
12.98 
14.07 
14.21 
13.74 
18.01 
18.85 
18.87 
17.71 
16.22 
15.58 
15.50 
16.75 
12.96 
11.66 
13.73 
15.52 
12.83 
14.33 
15.59 
12.66 
11.87 
15.22 
15.56 
16.85 
18.38 
5.00 
4.71 
5.92 
3.46 
5.12 
15.66 
12.05 
11.50 
9.78 
7.68 
6.78 
7.08 
7.71 
5.33 
5.60 
5.00 
5.57 
4.36 
7.02 
6.77 
8.15 
6.45 
7.04 
6.25 
6.44 
10.76 
11.82 
11.62 
9.94 
B.54 
6.30 
6.18 
5.58 
11.71 
11.81 
14.84 
14.81 
14.30 
14.46 



0.19 
0.22 
0.22 
0.18 
0.22 
1.46 
0.23 
0.23 
2.05 
1.25 
0.78 
0.33 
0.77 
0.73 
0.60 
0.62 
0.38 
0.19 
0.33 
0.33 
0.41 
0.29 
0.38 
0.28 
0.28 
0.41 
0.58 
0.74 
0.83 
0.58 
0.57 
0.58 
0.57 
0.73 
1.05 
0.52 
0.48 
0.44 
0.67 
0.72 
0.57 
0.68 
0.41 
0.41 
0.12 
0.06 
0.08 
0.07 
0.24 
0.20 
0.22 
0.32 
0.14 
0.17 
0.17 
0.20 
0.25 
0.17 
0.14 
0.27 
0.15 
0.24 
0.27 
0.24 
0.28 
0.22 
0.36 
0.45 
0.25 
0.36 
0.39 
0.21 
0.37 
0.38 
0.27 
0.31 
0.23 
0.65 
0.77 
0.49 
0.52 
0.58 
0.64 



0.1B 
0.23 
0.22 
0.17 
0.23 
1.46 
0.23 
0.23 
2.05 
1.24 
0.78 
0.32 
0.78 
0.74 
0.61 
0.62 
0.39 
0.18 
0.33 
0.32 
0.41 
0.30 
0.38 
0.28 
0.28 
0.41 
0.58 
0.74 
0.84 
0.58 
0.57 
0.58 
0.57 
0.73 
1.05 
0.53 
0.48 
0.45 
0.67 
0.72 
0.57 
0.68 
0.41 
0.40 
0.11 
0.07 
0.08 
0.08 
0.24 
0.21 
0.23 
0.33 
0.13 
0.17 
0.16 
0.19 
0.26 
0.18 
0.15 
0.28 
0.15 
0.24 
0.28 
0.25 
0.29 
0.21 
0.37 
0.45 
0.26 
0.36 
0.39 
0-21 
0.36 
0.37 
0.28 
0.32 
0.23 
0.65 
0.76 
0.49 
0.5? 
0.58 
0.63 
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10 



15 



assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign tsegid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
45 assign (segid 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
60 assign (segid 3A4 and resid 
assign ( segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 



32 and name CB ) (segid 3A4 and resid 353 and name CB ) 14.07 
32 and name CB , (segid 3A4 and resid 354 and name CA 11 M 
32 and name CB ) (segid 3A4 and resxd 354 and name CB 
32 and name CB ) (segid 3A4 and resid 356 and name CB 
32 and name CB > (segid 3A4 and resid 35 and name CA > 
32 a^ name CB ) (segid 3A4 and resid 360 and name CB 
32 and name CB ) (segid 3A4 and resid 36 and name CA 
32 and name CB ) (segid 3A4 and resid 37 and name CA > 
32 and name CB ) (segid 3A4 and resid 37 and name CB > 
32 and ntme CB segid 3A4 and resid 381 and name CA 
11 and na^e CB (segid 3A4 and resid 382 and name CA 
32 anS name CB i (segxd 3A4 and resid 382 and name CB 
32 and name CB ) (segxd 3A4 and resid 383 and name CA 
32 and name CB ) (segxd 3A4 and resid 384 and name CA ) 
32 and namt CB segxd 3A4 and resid 385 and name CA 
11 and nate CB segxd 3A4 and resid 386 and name CA 
32 and name cl 1 (segid 3A4 and resid 389 and name CB 
(segid 3A4 and resid 38 and name CA J 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and iesid 
(segid 3A4 and resid 
(segid 3A4 and resid 

isegxd 3A4 and resxd 429 and name CA ) 
(segxd 3A4 and resxd 42 and name CA ) 
(segxd 3A4 and resxd 42 and name CB 
(segxd 3A4 and resid 430 and name CA 



32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 
32 and name CB ) 



38 and name CB ) 

39 and name CA ) 

39 and name CB ) 

40 and name CA ) 

40 and name CB ) 

41 and name CA ) 
41 and name CB ) 



32 and name CB ) (segxd 3A4 and resxd 431 and name CA ) 
32 and name CB ) (segxd 3A4 and resxd 433 and name CA ) 



) 



75 



80 



assxgn ? 

assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 

»*«sian (segxd 3A4 and ce&xd — w — 

assxgn (segid 3A4 and resid 330 and name C 
assign (segid 3A4 and resid 330 and name C 



32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name M 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name N 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 end name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name O 
32 and name 0 
32 and name O 
32 and name O 
32 and name O 
32 and name O 



(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 
(segxd 3A4 



32 and name C ) 
32 and name CA ) 
32 and name CB ) 

32 and name O ) 

33 and name C 1 
33 and name CA ) 



33 and name CB 
33 end name N 
33 and name O 
342 and name C 



and resid _ 
lseqi u and xesid 342 and name O 
(segxd 3A4 and resid 343 and name C 
(segxd 3A4 and resid 343 and name CA 
(segxd 3A4 and resid 343 and name CB 
and resid 343 and name N 
and resid 343 and name 0 
and resid 344 and name C 
and resid 344 and name CA 
l3egia ^ and resid 344 and name CB 
segid 3A4 and resxd 344 and name N 
(segxd 3A4 and resid 344 and name O 
(segid 3A4 and resid 345 and name CA 
(seqid 3A4 and resid 345 and name N 
(segid 3A4 and resid 346 and name N 



17.91 
9.82 
18.15 
12.47 
13.78 
14.31 
18.17 
16.02 
14.76 
16.88 
18.60 
16.08 
17.19 
18.33 
10.90 
9.74 
10.41 
10.21 
14.20 
15.26 
14.41 
14.09 
16.40 
12.25 
10.76 
14.31 
14.51 
17.35 
2.41 
1.46 
2.46 
2.84 
5.63 
4.67 
5.52 
3.41 
6.02 
6.61 
5.77 
5.67 
5 
6 



) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



34 and name CA ) 
34 and name N ) 

32 and name CB ) 

33 and name C ) 
33 and name CA ) 
33 and name CB ) 
33 and name N ) 
33 and name O ) 



(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd __ 
segxd 3A4 and resxd 343 and name C 
(segxd 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 34 4 and name CA 
segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 344 and name N 
seaid 3A4 and resid 344 and name O ) 
segid 3A4 and resid 345 and name CA ) 

and resid 345 and name N ) 

and resid 346 and name N ) 
and resid 34 and name C ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 and resid 
(begid 3A4 and resid 
(segxd 3A4 and resxd 

I seaid 3A4 and xesxd ~- 

segid 3A4 and resid 330 and name CB > 
(segid 3A4 and resid 330 and name O ) 



34 and name CA ) 
34 and name CB ) 
34 and name N ) 

34 and name O ) 

35 and name M ) 
38 and name CB ) 



0.76 
0.60 
0.54 
0.70 
0.27 
0.48 
0.28 
0.23 
0.25 
0.65 
0.36 
0.36 
0.32 
0.30 
0.4S 
0.39 
0.67 
0.34 
0.36 
0.27 
0.26 
0.29 
0.29 
0.20 
0.24 
1.44 
0.25 
0.26 
1.96 
1.08 
0-78 
0.03 
0.01 
0.03 
0.07 
0.11 
0.07 
0.05 
0.07 
0.18 
0.11 
0.11 
0.16 
0.20 
0.31 
0.14 
0.19 
0.15 
0.18 
0.32 
0.11 
0.17 
0.14 
0.16 
0.20 
0.24 
0.22 
0.06 
0.13 
0.05 
0.07 
0.02 
0.15 
0.14 
0.16 
0.26 
0-07 
0.11 
0.30 
0.09 
0.08 
0.14 
0-11 
0.28 
0.31 
0.29 
0.30 
0.29 
0.30 
0.35 
0.40 
0.02 
0.00 



48 
00 
6.55 
6.84 
5.40 
5.43 
5.25 
4.77 
4.49 
7.11 
6.61 
7.55 
7.46 
6.34 
3.00 
3.56 
2.80 
4.11 
2.25 
4.36 
7.46 
7.41 
7.48 
6.18 
6.85 
6.87 
6.50 
5.00 
7.00 
7.08 
6.95 
6.31 
5.02 
5.08 
3.87 
7.37 
6.50 
7.18 
2.51 
1.23 



0.75 
0.59 
0.54 
0.70 
0.27 
0.48 
0.28 
0.24 
0.26 
0.66 
0.35 
0.35 
0.32 
0.30 
0.45 
0.39 
0.68 
0.34 
0.35 
0.27 
0.26 
0.29 
0.29 
0.21 
0.24 
1.44 
0.25 
0.25 
1.96 
1.08 
0.79 
0.03 
0.01 
0.03 
0.06 
0.11 
0.07 
0.06 
0.07 
0.17 
0.11 
0.11 
0.16 
0.20 
0.32 
0.15 
0.18 
0.14 
0.18 
0.33 
0.15 
0.16 
0.15 
0.16 
0.21 
0.23 
0.22 
0.06 
0.14 
0.05 
0.07 
0.02 
0.16 
0.14 
0.17 
0.26 
0.07 
0.11 
0.29 
0.09 
0.08 
0.15 
0.11 
0.28 
0.31 
0.30 
0.29 
0.28 
0.30 
0.34 
0.39 
0.02 
0.01 



I 
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15 



20 



25 



assign (sag id 3A4 and res id 330 and name C 
assxgn (segid 3A4 and resid 330 and name C 
assign (segid 3A4 aod resid 330 and name C 
assign (segrd 3A4 and xesid 330 and name 
assign tsegid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign {segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segrd 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assign (segid 3A4 and resid 330 and name 
assian (segid 3A4 and resid 330 and name 
assign 
assign 
assign 
assign 
assign 
assign 



C 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 331 and name C ) 
(segid 3A4 and resid 331 and name CA ) 
( segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 331 and name N ) 
(segid 3A4 and resid 331 and name O ) 
(segid 3A4 and resid 332 and name C ) 
(segid 3A4 and resid 332 and name CA ) 

) 
) 



\ -scyjiu - 

(segid 3A4 and resid 332 and name N 
(segid 3A4 and resid 332 and name O 
(segid 3A4 and resid 333 and name C 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 333 and name N ) 
(segid 3A4 and resid 333 and name O ) 
(segid 3A4 and resid 335 and name C ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 335 and name N ) 
(segid 3A4 and resid 335 and name O ) 
(segid 3A4 and resid 336 and name C 



l aeyiu «ai»v. ~>,w 

(segid 3A4 and resid 336 and name CA ) 



(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CA [ 
30 assign (segid 3A4 and resid 330 and name CA 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CA ) 
assrgn (segid 3A4 and resid 330 and name CA ) 
assign (segid 3A4 and resid 330 and name CA 
35 assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
40 assign (segid 3A4 and resid 330 and name CA 

assign (segid 3A4 and resid 330 and name CA — = gnd name M 

assign (segid 3A4 and resid 330 and name CA segid 3A4 and ^ ^ ^ 

assign (segid 3A4 and resid 330 and name CA ) iseaia j. 
assign (segid 3A4 and resid 330 and name CA 
45 assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA ) 
assign (segxd 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
50 assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segrd 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA ) 
55 assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign segrd 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
60 assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
assign (segid 3A4 and resid 330 and name CA 
65 assian seaid 3A4 and resid 330 and name CA ) 

assign (solid 3A4 and resid 330 and name CA ) ~j — — ™ — name ^ , 

assign (segid 3A4 and resid 330 and name CA segid 3A4 an ^ ^ ^ ^ ) 

assign (segid 3A4 and resid 330 and name CA segid 3AJ ^ ^ ^ ) 

assign (segid 3A4 and resid 330 and name CA segid 3A4 an ^ ^ cq } 

70 SSS 5=^3 SS =5 SSS == | £§ £ S SSS 1% S3 SS 3 i 
SE5 S3S SS S3 SSS S = | £g £ - ~- £ S3 = c ~ \ 
75 ITX SSS 5J S3 5SS S3 = |< - » - — - \ 

assign tsegid 3M and resid 330 and name CB segid 3M and ^ ^ Q ) 

assign SSS £ S3 SSS 330 S3 name S ! S3 3 M and resid 332 and C ■ 

assian segid 3A4 and resid 330 and name CB ) 
80 assign segid 3A4 and resid 330 and name CB 
assian (segid 3A4 and resid 330 and name CB ) 
assign segid 3A4 and resid 330 and name CB ) 
assign (segid 3A4 and resid 330 and name CB ) 



(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name N , 
(segid 3A4 and resid 336 and name O ) 
(segid 3A4 and resid 33*7 and name C ) 
(segid 3A4 and resrd 337 and name CA ) 
(segid 3A4 and resid 337 and name CB > 
(segid 3A4 and resid 337 and name N * 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 330 and name C 
(segid 3A4 and resid 330 and name CB 
(segid 3A4 and resid 330 and name O 
(segid 3A4 and resid 331 and name C 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 331 and name N ) 
(segid 3A4 and resid 331 and name O ) 
(segid 3A4 and resid 332 and name C ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 332 and name N ) 
(segid 3A4 and resid 332 and name O ) 
(segid 3A4 and resid 333 and name C ) 
(segrd 3A4 and resid 333 and name CA 1 
(segid 3A4 and resid 333 and name N ) 
(segid 3A4 and resid 333 and name O ) 
(segid 3A4 and resid 335 and name C ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 335 and name N ) 
(segid 3A4 and resid 335 and name O ) 
(segid 3A4 and resid 336 and name C ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name n ) 
(segid 3A4 and resid 336 and name O ) 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 337 and name N ) 
(segrd 3A4 and resid 337 and name O ) 
(segid 3A4 and resid 338 and name CA ) 
(segrd 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name N ) 
(segid 3A4 and resrd 339 and name CA ) 
(segid 3A4 and resid 339 and name CB J 
(segrd 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 



(segid 3A4 and resrd 332 and namo CA ) 
(segid 3A4 and resid 332 and name N ) 
(segid 3A4 and resid 332 and name O ) 
(segid 3A4 and resid 333 and name C ) 
segid 3A4 and resid 333 and name CA ) 



3.37 
2-45 
3.55 
1.33 
3.92 
5.33 
5.29 
4.0T 
5.76 
5.82 
5.78 
5.20 
6.77 
4.96 
5.57 
5.11 
4.54 
S.98 
5.25 
6.30 
5.19 
7.12 
7.32 
6.55 
6.18 
5.55 
6.95 
1.52 
1.53 
2.41 
4.58 
3.80 
4.71 
2.40 
4.84 
6.21 
6.45 
5.37 
6.51 
5.97 
6.15 
5.91 
6.73 
4.55 
5.49 
5.25 
4.15 
5.10 
4.28 
5.13 
4.54 
6.30 
6.45 
5.86 
5.79 
4.73 
5.97 
8.60 
9.75 
7.70 
10.70 
11.50 
13.37 
12.02 
10.78 
13.79 
12.67 
11.50 
15.55 
16.55 
15.66 
15.44 
5.25 
4 
5 
3 
5 
6 



0.14 
0.01 
0.07 
0.00 
0.19 
0.33 
0.22 
0.18 
0.98 
0.33 
0.44 
0.48 
0.38 
0.37 
0.20 
0.20 
1.17 
0.27 
0.35 
0.39 
0.46 
0.31 
0.14 
0.15 
0.28 
0.15 
0.14 
0.00 
0.02 
O.01 
0.08 
0.01 
0.07 
0.02 
0.17 
0.25 
0.14 
0.11 
0.94 
0.42 
0.47 
0.50 
0.53 
0.41 
0.23 
0.24 
1.14 
0.18 
0.24 
0.30 
0.29 
0.20 
0.14 
0.15 
0.31 
0-12 
0.15 
0.11 
0.14 
0.12 
0.22 
0.26 
0.27 
0.28 
0.29 
0.41 
0.55 
0.60 
0.68 
0.67 
0.94 
0.99 
0.11 
0.08 
0.10 
0.10 
0.27 
0.26 
0.15 
0.10 
0.97 
0.59 
0.63 



.77 

.92 
.49 
,50 
.22 



6.68 
5.80 



.45 
.70 



76 



0.14 
0.01 
0.08 
0.00 
0.18 
0.34 
0.22 
0.18 
0.98 
0.33 
0.43 
0.48 
0.37 
0.37 
0.20 
0.21 
1.17 
0.27 
0.36 
0.38 
0.45 
0.31 
0.15 
0.14 
0.28 
0.15 
0.15 
0.01 
0.01 
0.01 
0.08 
0.01 
0.08 
0.02 
0.18 
0.24 
0.14 
0.10 
0.95 
0.41 
0-47 
0.50 
0.53 
0.41 
0-24 
0-25 
1.13 
0.18 
0.24 
0.29 
0.28 
0.20 
0.13 
0-16 
0.32 
0.12 
0.15 
0.10 
0.13 
0.12 
0.23 
0.25 
0.27 
0.28 
0.30 
0.40 
0.55 
0.61 
0.68 
0.68 
0.94 
0.99 
0.12 
0.09 
0.11 
0.10 
0.26 
0.26 
0.15 
0.10 
0.98 
0.59 
0.63 



465 



assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
5 assign (segid 3A4 and resid 330 and name CB 
assign segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
10 assign segid 3A4 and resid 330 and name CB 
assign segid 3A4 and resid 330 and name CB 
assign segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign segid 3A4 and resid 330 and name CB 
15 assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign segid 3A4 and resid 330 and name CB 
assign isegid 3A4 and resid 330 and name CB 
20 assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
as"gn (segid 3A4 and resid 330 and name CB 
25 assign (segid 3A4 and lesid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (seg\d 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name CB 
30 assign (segid 3A4 and resid 330 and name CB 
assign (segid 3A4 and resid 330 and name N 
assign Isegid 3A4 and resid 330 and name N 
assign (segid 3A4 and resid 330 and name M 
assign segid 3A4 and resid 330 and name M 
35 assign segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name N 
Assign isegid 3A4 and resid 330 and name M 
assign (segid 3A4 and resid 330 and name N 
assian (segid 3A4 and resid 330 and name n 
40 assign (segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name M 
assign segVd 3A4 and resid 330 and name N 
45 assign segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name N 
assign Segid 3A4 and resid 330 and name n 
50 assign (segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name N 
alsign (segid 3A4 and resid 330 and name N 
assign (segid 3A4 and resid 330 and name N 
55 assign (segid 3A4 and resid 330 and name N 
assign seg\d 3A4 and resid 330 and name N 
assign (segid 3A4 and resid 330 and name N 
assign segid 3A4 and resid 330 and name 0 
assign (segid 3A4 and resid 330 and name O 
60 assign (segid 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 330 and name 0 
assign segid 3A4 and resid 330 and name O 
65 assign (segid 3A4 and resid 330 and name 0 
assign (segid 3A4 and resid 330 and name 0 
assign (segid 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 330 and name 0 
70 assign (segid 3A4 and resid 330 and name 0 
assign (segid 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 330 and name O 
assign {segid 3A4 and resid 330 and name 0 
assign (segid 3A4 and resid 330 and name O 
75 assign (segid 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 330 and name o 
assign (sagxd 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 330 and name O 
assign (segid 3A4 and resid 331 and name C 
80 assign (segid 3A4 and resid 331 and name C 
assign (segid 3A4 and resid 331 and name C 
assign (segid 3A4 and resid 331 and name C 
assign (segid 3A4 and resid 333 and name C 



(segid 3A4 and resid 333 and name N ) 
(segid 3A4 and lesid 333 and name O > 
(segid 3A4 and tesid 335 and name C ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 335 and name N ) 
(segid 3A4 and resid 335 and name O ) 
(segid 3A4 and resid 336 and name C ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 



(segid 3A4 and resid 336 and name N 
(segid 3A4 and resid 336 and name O 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 341 and name CA 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
» 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segia : 

(segid 3A4 and resid 341 and name CB 



5.77 
6.35 
4.98 
5.82 
5.38 
4.70 
5.66 
4.74 
5.20 
4.94 
7.01 
7.47 
7.00 
7.14 
5.73 
6.94 
9.47 
10.54 
11.66 
12.33 
14.54 
13.31 
12.06 
15.23 



0.61 
0.76 
0.44 
0.30 
0.30 
1.03 
0.16 
0.18 
0.24 
0.19 
0.17 
0.13 
0.18 
0.34 
0.15 
0.14 
0.07 
0.10 
0.26 



(segia -«« __ 

(segid 3A4 and resid 342 and name CA , ----- 
segid 3A4 and resid 343 and name CA 14.16 
(segid 3A4 and resid 343 and name CB 13.00 
(segid 3A4 and resid 344 and name CA 
segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA 
segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 330 and name C 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 330 and name O ) 
(segid 3A4 and resid 331 and name C ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name O ) 
(segid 3A4 and resid 332 and name C > 

0 _ . nomo CP 



(segid 3A4 and resid 332 and name CA 



(segid 3A4 and resid 332 and name N 
(segid 3A4 and resid 335 and name C 



(segia oiw -~« ' 

(segid 3A4 and resid 335 and name CA ) 



t segia ~ — 

(segid 3A4 and resid 335 and name N 
(sogid 3A4 and resid 335 and name O 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name N J 
(segid 3A4 and resid 336 and name O ) 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 337 and name N ) 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name M ) 
segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name C ) 
segid 3A4 and resid 331 and name CA ) 
segid 3A4 and resid 331 and name CB 
(segid 3A4 and resid 331 and name N ) 
segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 332 and name C ) 
(segid 3A4 and resid 332 and name CA 
(segid 3A4 and resid 332 and name N ) 
segid 3A4 and resid 332 and name O 
(segid 3A4 and resid 333 and name C 
segid 3A4 and resid 333 and name CA 
segid 3A4 and resid 333 and name N 
segid 3A4 and resid 335 and name C 
segid 3A4 and resid 335 and name CA 
* y . . . m mc. and name N J 



(segia j/vi — - 

segid 3A4 and resid 335 and name N 
(segid 3A4 and resid 336 and name C 
segid 3A4 and resid 336 and name CA 
1 ' . fi d name N ) 



(segid .ww a«o — - — -- 

se^id 3A4 and resid 336 and name H 
selid 3A4 and resid 337 and name CA 
segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 331 and name CB 
segid 3A4 and tesid 331 and name O 
segid 3A4 and rosid 332 and name C 
segid 3A4 and resid 332 and name CA 
segid 3A4 and resid 332 and name N ) 



17.02 
18.00 
17.07 
16.84 
2.41 
1.45 
2.44 
2.93 
5.66 
4.60 
5.26 
3.32 
6.00 
7.52 
7.64 
6.44 
5.63 
6.71 
6.63 
5.19 
5.42 
4.87 
5.66 
5.46 
6.64 
5.99 
5.69 
5.54 
4.77 
5.31 
7.26 
3.00 
3.72 
2.82 
3.98 
2.27 
4.52 
5.52 
5.32 
4.08 
5.99 
6.43 
6.13 
5.43 
6.05 
6.56 
5.94 
7.13 
6.39 
6.32 
7.59 
6.65 
2. 52 
1.23 
2.98 
2.44 
1.33 



0.62 
0.76 
0.44 
0.29 
0.30 
1.02 
0.16 
0.18 
0.24 
0.19 
0.18 
0.13 
0.18 
0.34 
0.15 
0.15 
0.07 
0.11 
0.26 
0.31 
0.24 
0.26 
0.29 
0.40 
0.55 
0.60 
0.69 
0.69 
0.96 
1.01 
0.04 
0.01 
0.04 
0.18 
0.14 
0.11 
0.15 
0.14 
0.17 
0.27 
0.19 
0.16 
0.39 
0.22 
0.25 
1.08 
0.13 
0.21 
0.27 
0.26 
0.13 
0.09 
0.10 
0.28 
0.07 
0.12 
0.09 
0.11 
0.30 
0.02 
0.15 
0.02 
0.35 
0.67 
0.50 
0.39 
1.28 
0.46 
0.59 
0.59 
0.37 
0.35 
0.39 
0.28 
0.40 
0.56 
0.19 
0.14 
0.02 
0.01 
0.07 
0.02 
0.02 



31 
23 
27 
.29 
.39 
.55 
.61 
0.68 
0.68 
0.95 
1.00 
0.04 
0.01 
0.03 



18 
13 
11 
.16 
,14 
.18 
.27 
.18 
.17 
0.40 
0.23 
0.24 
1.08 
0.12 
0.21 



26 
0.26 
0.13 
0.09 
0.11 
0.28 
0.07 
0.11 
0.09 
0.11 
0.30 
0.02 
0.15 
0.01 
0.34 
0.67 
0.51 
0.40 
1.27 
0.45 
0.59 
0.59 
0.37 
0.36 
0.39 
0.28 
0.40 
0.57 
0.19 
0.15 
0.01 
0.01 
0.07 
0.02 
0.01 



466 



) 



10 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



35 



assign (segid 3A4 and resid 331 and name C 
assign (segid 3A4 and resid 331 and name C 
assign (segld 3A4 and resid 331 and name C 
assign (segid 3A4 and resid 331 and name C 
assign (segid 3A4 and resid 331 and name C 
assign <segid 3A4 and resid 331 and name C 
assign (segid 3A4 and resid 331 and name C 
assign (segid 3A4 and resid 331 and name 
(segid 3A4 and resid 331 and name 
(segid 3A4 and resid 331 and name 
(segid 3A4 and resid 331 and name 
(segid 3A4 and resid 331 and name 
asaiyn (segid 3A4 and resid 331 and name 
assign (segid 3A4 and resid 331 and name 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resxd 331 and name CA ) 
(segxd 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA 
30 assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA ) 
40 assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA 
assign (sogid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and xesld 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CA ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
70 assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and xesid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segid 3A4 and resid 331 and name CB ) 



(segid 3A4 and resid 332 and name 0 ) 
(segid 3A4 and resid 333 and name C ) 
(segid 3A4 and resid 333 and name CA ) 



ISB^iu Jni win- * — 

(segid 3A4 and resid 333 and name N 
(segid 3A4 and resid 333 and name O 
(segid 3A4 and resid 335 and name C 
(segld 3A4 and tesid 335 and name CA 
(segld 3A4 and resid 335 and name M 
(segid 3A4 and resid 335 and name O 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name N 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name C 
(segid 3A4 and resid 331 and name CB 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 332 and name C 
(segid 3A4 and resid 332 and name CA 
(segid 3A4 and resid 332 and name N 
(segid 3A4 and resid 332 and name O 
(segid 3A4 and resid 333 and name C 
(segid 3A4 and resid 333 and name CA ) 



0.40 
0.15 
0.21 
0.30 



45 



50 



55 



60 



65 



V«tjg-LU jrvs aiiu 

(segid 3A4 and resid 333 and name N 
(segid 3A4 and resid 333 and name O 
(segid 3A4 and resid 335 and name C 
(segid 3A4 and resid 335 and name CA 
(segld 3A4 and resid 335 and name N 
(segid 3A4 and resid 335 and name O 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name N ) 
(segid 3A4 and resid 33*7 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 337 and name N ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 34 4 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segld 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA J 
(segid 3A4 and resid 332 and name C ) 
(seqid 3A4 and resid 332 and name CA 



75 



80 



iseqxu 

(segid 3A4 and resid 332 and name N 
(segid 3A4 and resid 332 and name 0 
(segid 3A4 and resid 333 and name C 
(s^gid 3A4 and resid 333 and name CA 
(segid 3A4 and resid 333 and name N 
(segid 3A4 and resid 335 and name C 
(segid 3A4 and resid 335 and name CA ) 
(seqid 3A4 and resid 335 and name M ) 
(segid 3A4 and resid 335 and name O 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name M 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
I segid 3A4 and resid 337 and name H 
(segid 3A4 and resid 338 and name CA 
segid 3A4 and resid 338 and name CB 
segid 3A4 and resid 339 and name CA ) 
segid 3A4 and resid 339 and name CB ) 



3.66 
4.71 
1.52 
3.38 
5.86 
5.07 
4.75 
3.97 
4.98 
7.17 
6.55 
5.75 
7.33 
7.00 
1.52 

I. 55 
2.39 
4.39 
3.81 
2.43 
5.01 
5.77 
5.67 
4.63 
6.87 
5.30 
5.39 
4.86 
5.02 
6.79 
6.32 
7.61 
5.82 
7.14 
6.45 
6.37 

10.64 

II. 79 
12.63 
13.69 
14.50 
12.46 
11.24 
13.21 
11.12 

9.89 
13.31 
14.32 
12.78 
12.57 
15.42 
15.52 
17.15 
18.04 
17.48 
16.42 
16.20 
15.67 
17.43 
17.04 
16.81 
5.47 
4.76 
3.50 
6.05 
6.75 
6.85 
5-81 
5.68 
5.79 
5.57 
5.40 
6.76 
6.62 
8.04 
6.17 
6.69 
5.77 
6.20 
10.27 
11.41 
12.12 
13.28 



0.40 
0.14 
0.22 
0.29 
0.14 
0.25 
0.12 
0.15 
0.97 
0.32 
0.39 
0.51 
0.13 
0.23 
0.01 
0.01 
0.01 
0.06 
0.02 
0.02 
0.51 



14 

25 
12 
15 
98 
.32 
.39 
.51 
.12 
.23 
0.01 
0.01 
0.02 
0.06 
0.02 
0.02 
0.51 
0.24 
0.33 
0.41 
0.22 
0.37 
0.19 
0.21 
1.20 
0.38 
0.40 
0.39 
0.50 
0.17 
0.14 
0.24 
0.21 
0.24 
0.22 
0.22 
0.36 
0.32 
0.33 
0.40 
0.45 
0.46 
0.64 
0.64 
0.91 
0.95 
0.98 
0.95 
1.05 
1.05 
0.99 
0.93 
1.37 
1.45 
1.05 
0.58 
0.82 
0.06 
0.05 
0.04 
0.41 
0.14 
0.21 
0.28 
0.4S 
0.35 
0.30 
1.17 
0.48 
0.47 
0.45 
0.56 
0.26 
0.21 
0.33 
0.30 
0.30 
0.28 
0.28 



24 
34 
41 
.22 
.37 
.19 
0.21 
1.19 
0.37 
0.39 
0.39 
0.49 
0.17 
0.14 
0.24 
0.21 
0.24 
0.21 
0.22 
0.35 
0.32 
0.32 
0.40 
0.46 
0.47 
0.63 
0.65 
0.90 
0.94 
0.98 
0.94 
1.05 
1.05 
0.99 
0.93 
1.38 
1.45 
1.04 
0.58 
0.82 
0.07 
0.05 
0.05 
0.42 
0.14 
0.21 
0.27 
0.44 
0.34 
0.29 
1.18 
0.48 
0.46 
0.45 



55 
25 
21 
.33 
.29 
0.31 
0.27 
0.29 



467 



assign 
assign 
assign 
assign 
assign 
assign 



13.65 

xi- 43 

10.25 
11.89 
9.67 
8.44 
11.81 
12.84 



10 



15 



20 



25 



(segid 3A4 and resid 331 and name CB J 3A4 and resxd 340 and name CA ) 

(segid 3A4 and lesxd 331 and name CB segid £ iestd and ^ CB , 

(segid 3A4 and resid 331 and name CB segid 3 name CA ) 

(segid 3A4 and resid 331 and name CB segid 3 and naroe ca , 

(segid 3A4 and resid 331 and name CB segia ^ ^ ^ CB > 

assign (segid 3A4 and resid 331 and name CB segid £ and name ca ) 

assign (segid 3A4 and resid 331 and name CB segid ja ^ name CQ } 

assign (segid 3A4 and resid 331 and name CB segid J ^ ^ ^ ) u 35 

assign (segid 3A4 and resid 331 and name CB segia ^ ^ CQ ) n 

assign (segid 3A4 and resid 331 and name CB segia 4 rf ^ ^ ^ ^ j ^ 

assxgn (segid 3A4 and resid 331 and name CB isegxa ^ QB > 14<20 

assign (segid 3A4 and resid 331 and name CB segid A a ^ ^ | 

assign (segid 3A4 and resid 331 and name CB segid 3A4 a ^ ^ cb } 

assign (segid 3A4 and resid 331 and name CB segia ja and name ca ) 16.41 

assign (segid 3A4 and resid 331 and name CB segia ja ^ CB } 

assign (segid 3A4 and resid 331 and name CB segid 3A4 a ^ ^ } 

assign (segid 3A4 and resid 331 and name CB segid 3A4 ana ^ ^ ^ cb } ^ ?1 

assign S 25S S3 S3 £ S name CB IS- ?M and resid 382 and name CA , 
assign (segid 3A4 and resid 331 and name CB ) 
assign (segxd 3A4 and tesid 331 and name CB 
assign segid 3A4 and resid 331 and name CB 
assign (selid 3A4 and resid 331 and name CB 
assign (segid 3A4 and resid 331 and name CB I 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assign 
assign 



80 



t segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and naroe N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name ** 
(segid 3A4 and resid 331 and naroe N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resxd 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name N 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
and resid 331 and name O 
and resxd 331 and name O 
and resid 331 and name O 
!;wyi u and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resid 331 and name O 
(segid 3A4 and resxd 331 and name O 
(segid 3A4 and resid 332 and name C 
(segid 3A4 and resid 332 and name C 
(segid 3A4 and resid 332 and name C 
(segid 3A4 and resid 332 and name C 
(segid 3A4 and resid 332 and name C 
asa iy„ (segxd 3A4 and resid 332 and name C 
assign (segid 3A4 and resxd 332 and name C 
assign (segid 3A4 and resid 332 and name C 
assign (segid 3A4 and resid 332 and name C 
assign (segid 3A4 and resid 332 and name Cft 
assign (segid 3A4 and resid 332 and name CA 1 
assign (segid 3A4 and resid 332 and name CA l 
assign (segid 3A4 and resid 332 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resxd 389 and naroe CB ) 
(segid 3A4 and resxd 331 and name C ) 
(segxd 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 331 and name O ) 
(segid 3A4 and resid 332 and name C ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 332 and name N ) 
(segid 3A4 and resid 332 and name O ) 
(segid 3A4 and resid 333 and name <T ) 
(segid 3A4 and resid 333 and name CA ) 
(segxd 3A4 and resid 333 and name N ) 
(segid 3A4 and resxd 333 and name O ) 
(segid 3A4 and resid 335 and name C 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 335 and name N 
(segid 3A4 and resxd 335 and name O 
(segid 3A4 and resid 336 and name C ) 
(segid 3A4 and resid 336 and name CA ) 
(segxd 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name N > 
(segid 3A4 and resid 336 and name O 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resxd 337 and name CB ) 
(segid 3A4 and resid 337 and name N \ 
(segid 3A4 and resid 337 and name O ) 
(segid 3A4 and resid 331 and name CB } 
(segid 3A4 and resid 332 and name C J 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 332 and name N > 
(segid 3A4 and resid 332 and name O ) 
(segid 3A4 and resxd 333 and name C ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 333 and name N ) 
(segid 3A4 and resid 333 and name O ) 
(segid 3A4 and resid 335 and name C ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resxd 335 and name N ) 
(segid 3A4 and resid 335 and name O 1 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resxd 336 and name CA J 
(segid 3A4 and resid 336 and name CB > 
(segxd 3A4 and resid 336 and name N 
(segid 3A4 and resid 336 and name O ) 
( segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 337 and name N > 
(segid 3A4 and resid 332 and name O 
(segid 3A4 and resid 333 and name C J 
(segid 3A4 and resid 333 and name CA 
(segid 3A4 and resid 333 and name N ) 
(segid 3A4 and resid 333 and name O 
(segxd 3A4 and resid 335 and name C ) 
(segid 3A4 and resid 335 and name CA 



(segid 3A4 and resid 335 and name N 
(segid 3A4 and tesid 335 and name O 
(segid 3A4 and resid 332 and name C 
(segid 3A4 and resid 332 and name 0 
(segid 3A4 and resid 333 and name C 
segid 3A4 and resid 333 and name CA > 



17.93 
16.43 
17.60 
16.12 
16.01 
17.93 
2.40 
1.46 
2.47 
2.84 
4.79 
4.64 
3.39 
5.26 
5.41 
5.50 
4.78 
6.41 
4.40 
4.83 
4.45 
4.02 
5.66 
5.08 
6.31 
4.77 
6.71 
7.19 
6.19 
5.72 
5.26 
7.01 
2.99 
2.90 
2.79 
2.25 
3.43 
3.99 
4.14 
3.20 
5.09 
4.24 
3.73 
3.05 
4.30 
6.56 
5.97 
7.20 
5.00 
7.30 
7.03 
6.55 
1.23 
3.23 
2.44 
1.34 
4.34 
5.76 
4.91 
3.58 
5.97 
1.53 
2.41 
4 .56 
3.81 



0.36 
0.34 
0.35 
0.39 
0.45 
0.45 
0.66 
0.66 
0.93 
0.98 
0.99 
0.96 
1.07 
1.06 
0.97 
0.92 
1.37 
1.47 
1.09 
1.07 
0.68 
0.63 
0.97 
0.72 
0.04 
0.01 
0.03 
0.10 
0.10 
0.05 
0.04 
0.65 
0.38 
0.45 
0.51 
0.39 
0.45 
0.26 
0.31 
1.29 
0.32 
0.3S 
0.34 
0.42 
0.36 
0.18 
0.13 
0.13 
0.20 
0.22 
0.09 
0.11 
0.04 
0.01 
0.37 
0.11 
0.14 
0.18 
0.18 
0.20 
0.13 
0.13 
0.83 
0.30 
0.36 
0.39 
0.49 
0.33 
0.28 
0.29 
0.00 
0.09 
0.01 
0.01 
0.14 
0.50 
0.65 
0.65 
0.59 
0.01 
0.02 
0.08 
0.02 



0.36 
0.31 
0.36 
0.40 
0.45 
0.46 
0.65 
0.66 
0.93 
0.97 
1.00 
0.96 
1.06 
1.06 
0.98 
0.92 
1.37 
1.46 
1.09 
1.07 
0.68 
0.63 
0.97 
0.72 
0.04 
0.02 
0.04 
0.10 
0-10 
0.04 
0.04 
0.66 
0.38 
0.46 
0.52 
0.40 
0.45 
0.26 
0.31 
1.30 
0.31 
0.35 
0.35 
0.41 
0.36 
0.17 
0.13 
0.13 
0.21 
0.22 
0.08 
0.10 
0.03 
0.01 
0.38 
0.12 
0.13 
0.19 
0.18 
0.21 
0.14 
0.14 
0.83 
0.31 
0.37 
0.38 
0.49 
0.32 
0.29 
0.28 
0.01 
0.10 
0.01 
0.00 
0.14 
0.51 
0.65 
0.65 
0.58 
0.01 
0.03 
0.07 
0.02 
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assign (segxd 3A4 
assign {segid 3A4 



10 



15 



and re*xd 332 and name CA ) 
assign t3 u y .u ^ and xesxd 332 and name CA ) 
ass^n segxd 3A4 and resxd 332 and name CA 
assign segxd 3A4 and resxd 332 and name CA 
assxgn (segxd 3A4 and resxd 332 and name CA ) 
assign segid 3A4 and resxd 332 and name CA 
assign segid 3A4 and resid 332 and name CA 
assign segxd 3A4 and resid 332 and name CA 
assign segxd 3A4 and xesxd 332 and name CA 
assign selid 3A4 and resxd 332 and name CA 
segid 3A4 and resld 332 and name CA 
segxd 3A4 and resid 332 and name CA 
segid 3A4 and resid 332 and name CA ) 
segid 3A4 and resid 332 and name CA 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resxd 332 and name CA ) 
(segxd 3A4 and resxd 332 and name CA 
(segid 3A4 and resxd 332 and name CA ) 



20 



assxgn 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assign 
assign 
assxgn 
assxgn 



(segxd 3A1 and resxd 333 and name N ) 
tsegxd 3A4 and resid 333 and name O ) 
isegid 3A4 and resxd 335 and name C ) 
segid 3A4 and resid 335 and name CA 
(segxd 3A4 and resid 335 and name N > 
(seaxd 3A4 and resxd 335 and name O ) 
(segxd 3A4 and resxd 336 and name CA ) 
segxd 3A4 and resid 336 and name CB ) 
segxd 3A4 and resid 337 and name CA ) 
segxd 3A4 and resid 337 and name CB 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resxd 338 and name CB ) 
(segxd 3A4 and resxd 339 and name CA ) 
(segxd 3A4 and resid 339 and name CB 
(segxd 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 343 and name CA 

» " . . r% noma PR 1 



2.44 
5.68 
6.51 
5.74 
4.56 
6.59 
8.33 
9.36 
10.10 
9.67 
13.72 
14.70 
16.11 
11.18 
17.95 
15.61 
14.30 
16.14 
13.69 
12.58 
15.24 
16.09 
14.24 



selid 3A4 and resxd 332 and name CA segxu o»- ™ ^ CB 

segxd 3A4 and resid 332 and name CA segxd 3A4 and resxo ^ 

(segxd 3A4 and resxd 332 and name CA segxd 3A4 and resx ^ 

(segid 3A4 and resxd 332 and name CA segid 3A4 and res ^ ^ ^ ) 

assign (segid 3A4 and resxd 332 and name CA segid 3A4 a ^ ^ ^ ^ 

assign (segid 3A4 and resxd 332 and name Lft J~*** -, R4 and resid 346 and name CA ) 16.18 

25 assign 3A4 and resid 332 and name CA segid 3A4 and resid ^ ^ ^ 

assign {segxd 3A4 and resid 332 and name eft I »9'° 347 and name ca , n .77 

assign (segid 3A4 and resid 332 and name CA segid 3A4 and res nane CA ) 17.07 

assign (selid 3A4 and resid 332 and name CA segid 3A4 and re ^ ^ ^ j , c „ r 

assign (segid 3A4 and tesld 332 and name CA segid 3A4 a o ^ ^ ^ ^ , 

30 assign {segid 3A4 and resid 332 and name CA segid 3A re8id ^ ^ ^ a 

assign (segid 3A4 and resid 332 and name CA segia ja ^ ^ ^ , 

assign (segid 3A4 and resid 332 and name CA segid m ^ ^ ^ an<J ^ 

assign 3A4 Tnd res" 332 and S ? ! Ugid 3A4 and resid 332 and name C_ , 



35 



40 



45 



50 



55 



assign 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 



assign fseaiu - 

assign (segxd 3A4 and resid 332 and name N 
assign seg\d 3A4 and resid 332 and name N 
assign (segxd 3A4 and resxd 332 and name N 
assign segxd 3A4 and resid 332 and name * 
assign segxd 3A4 and xesxd 332 and name N 
assign segxd 3A4 and resxd 332 and name N 
assxgn segxd 3A4 and resxd 332 and name N 
assign (segxd 3A4 and resid 332 and name N 
assign selxd 3A4 and resid 332 and name N 
(segxd 3A4 and resxd 332 and name N 
(segxd 3A4 and resid 332 and name N 
(segid 3A4 and resid 332 and name O 
(segid 3A4 and resxd 332 and name O 
(segid 3A4 and resid 332 and name O 
(segid 3A4 and resid 332 and name O 
(segid 3A4 and resxd 332 and name O 
assign (segxd 3A4 and resxd 332 and name O 
assign (segid 3A4 and resxd 332 and name o 
assign (segxd 3A4 and resid 333 and name C 
assxgn (segid 3A4 and resxd 333 and name C 
assign (segid 3A4 and resid 333 and name C 
assxgn (segid 3A4 and resid 333 and name C 
assign (segxd 3A4 and resxd 333 and name C 
assign segxd 3A4 and resxd 333 and name C 
assign (segxd 3A4 and resxd 333 and name C 
assign segxd 3A4 and resxd 333 and name C 
assign segxd 3A4 and resxd 333 and name CA 
assign se^xd 3A4 and resxd 333 and name CA 
(segxd 3A4 and resxd 333 and name CA 
(segxd 3A4 and resid 333 and name CA ) 
(segxd 3A4 and resxd 333 and name CA ) 
(segxd 3A4 and resxd 333 and name CA ) 
assign (segxd 3A4 and resid 333 and name CA ) 
assign (segxd 3A4 and resid 333 and name CA 
assign (segxd 3A4 and resid 333 and name CA 
assign (segxd 3A4 and resid 333 and name CA 
assxgn (segxd 3A4 and resid 333 and name CA 
assign (segid 3A4 and resid 333 and name CA ) 
assign (segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
assign (segid 3A4 and resld 333 and name CA | 
assign (segid 3A4 and resxd 333 and name CA 
80 assign (sogid 3A4 and resid 333 and name CA 
assign (sogid 3A4 and resxd 333 and name Cft 
assign (segid 3A4 and resid 333 and name CA ) 
assign (segid 3A4 and resid 333 and name CA > 



60 



65 



70 



75 



> 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 



assign 
assxgn 
assign 
assign 
assign 



assign 
assign 
assign 
assxgn 
assign 



(segxd 3A4 and resxd 332 and name CA ) 
(segxd 3A4 and resxd 332 and name O ) 
(segid 3A4 and xesxd 333 and name C 
(segid 3A4 and resxd 333 and name CA > 
(segxd 3A4 and resxd 333 and name N ) 
(segid 3A4 and resxd 333 and name O ) 
(segid 3A4 and resxd 335 and name C J 
(segid 3A4 and resxd 335 and name CA 
(segid 3A4 and resxd 335 and name N ) 
(segid 3A4 and resxd 335 and name O ) 
(segxd 3A4 and resxd 336 and name N ) 
(segxd 3A4 and resxd 333 and name C ) 
(segxd 3A4 and resxd 333 and name CA ) 
(segxd 3A4 and resxd 333 and name N ) 
(segxd 3A4 and resxd 333 and name O ) 
(segxd 3A4 and resxd 335 and name CA ) 
(segxd 3A4 and resld 335 and name N 
(segxd 3A4 and resld 335 and name O ) 
(segxd 3A4 and resid 333 and name O ) 
(segxd 3A4 and re3xd 335 and name C > 
(segxd 3A4 and resid 335 and name CA ) 
segxd 3A4 and resid 335 and name N ) 
(segxd 3A4 and resid 335 and name 0 
(segxd 3A4 and resid 336 and name CA ) 
(segxd 3A4 and resid 336 and name CB ) 
(segxd 3A4 and resxd 336 and name N > 
(segxd 3A4 and resid 333 and name C ) 
(segxd 3A4 and resxd 333 and name O 
(segxd 3A4 and resxd 335 and name C ) 
(segxd 3A4 and resxd 335 and name CA 
(segid 3A4 and resxd 335 and name N ) 
(segid 3A4 and resxd 335 and name 0 ) 
(segid 3A4 and resid 336 and name CA 
segid 3A4 and resid 336 and name CB ) 
— " and resid 336 and name N ) 
and resid 337 and name CA ) 
and resid 337 and name CB ) 
and resxd 338 and name CA ) 
and resxd 338 and naroe CB ) 
and resxd 339 and name CA ) 
and resid 339 and name CB ) 
and resxd 340 and name CA ) 
and resxd 341 and name CA ) 
and resid 341 and name CB ) 
and tesxd 342 and name CA ) 
and resxd 343 and name CA ) 
isiecjia j«. and resid 343 and name CB 1 
(segid 3A4 and resid 344 and name CA ) 
segid 3A4 and resid 344 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 



16.05 
15.75 
15.50 
18.52 
18.73 
2.46 
1.46 
3.27 
4.97 
4.40 
3.05 
6.14 
6.11 
5.65 
4.63 
6.06 
6.82 
3.35 
2.77 
2.25 
4.35 
4.98 
3.74 
6.23 
1.24 
3.89 
2.96 
1.80 
4.31 
5.86 
6.37 
4.67 
1.52 
2.39 
5.06 
4.26 
2.88 
5.31 
6.92 
7.45 
5.85 
9.79 
9.89 
13.06 
13.83 
15.95 
16.89 
18.21 
16.00 
14.57 
17.26 
15.44 
14 .47 
17.46 
18.19 



0.02 
0.17 
0.26 
0.33 
0.35 
0.69 
0.44 
0.49 
0.20 
0.15 
0.20 
0.29 
0.14 
0.18 
0.21 
0.15 
0.15 
0.30 
0.41 
0.47 
0.61 
0.70 
0.86 
0.87 
1.01 
1.01 
1.10 
1.13 
1.06 
1.54 
1.55 
0.57 
0.55 
0.04 
0.01 
0.32 
0.14 
0.21 
0.28 
0.14 
0.25 
0.21 
0.25 
0.91 
0.53 
0.17 
0.02 
0.02 
0.22 
0.99 
0.93 
0.68 
0.01 
0.79 
0.96 
0-87 
0.67 
0.61 
0.57 
0.74 
0.01 
0.02 
0.60 
0.80 
0.79 
0.56 
0.41 
0.44 
0.59 
0.39 
0.39 
0.39 
0.47 
0.38 
0.42 
0.26 
0.31 
0.32 
0.44 
0.52 
0.62 
0.67 
0.76 



0.02 
0.17 
0.25 
0.33 
0.35 
0.69 
0.43 
0.49 
0.21 
0.14 
0.20 
0.28 
0.14 
0.18 
O.20 
0.14 
0.14 
0.30 
0.41 
0.48 
0.62 
0.71 
0.86 
0.87 
1.01 
1.00 
1.10 
1.14 
1.06 
1.55 
1.55 
0-57 
0.56 
0.03 
0.01 
0-32 
0.13 
0.20 
0.28 
0.14 
0.25 
O.20 
0.25 
0.90 
0.54 
0.17 
0.02 
0.01 
0.21 
0.98 
0.92 
0.68 
0.01 
0.79 
0.97 
0.87 
0.68 
0.60 
0.57 
0.75 
0.01 
0.02 
0.61 
0.79 
0.79 
0.56 
0.42 
0.44 
0.58 
0.39 
0.40 
0.39 
0.46 
0.38 
0.42 
0.25 
0.32 
0.33 
0.44 
0.52 
0.61 
0.68 
0.76 



469 



assign (segid 3A4 and resid 333 and name CA ) 
assign (segid 3A4 and resid 333 and name CA ) 



10 



assign ise^u w»« » w ~ — - — 

assign {segid 3A4 and resid 333 and name N 
assign (segid 3A4 and resid 333 and name H 
assign (segid 3A4 and resid 333 and name N 
assign (segid 3A4 and resid 333 and name N 
assign (segid 3A4 and resid 333 and name N 
assign Isegid 3A4 and resid 333 and name N 
assign (segid 3A4 and resid 333 and name N 
assign (segid 3A4 and resid 333 and name N 
assign (segid 3A4 and resid 333 and name N 
as&ign (segid 3A4 and resid 333 and name O 
assign (segid 3A4 and resid 333 and name <0 



(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and tesid 345 and name CB ) 
(segid 3A4 and resid 333 and name C * 



(segid 3A4 and resid 333 and name CA ) 



assign (segid 3A4 and resid 333 and name 
15 assign (segid 3A4 and resid 333 and name 
assign (segid 3A4 and resid 333 and name 
assign (segid 3A4 and resid 333 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
20 assign (segid 3A4 and lesid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
25 assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
30 assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
35 assign (segid 3A4 and resid 335 and name CA J 
assign (segid 3A4 and resid 335 and name CA ) 
assign t segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA > 
assign (segid 3A4 and resid 335 and name CA ) 
40 assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
45 assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
50 assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 
55 assign (segid 3A4 and resid 335 and name CA ) 
assign (segid 3A4 and resid 335 and name CA ) 



lacyiu — 

(segid 3A4 and resid 333 and name O 
(segid 3A4 and resid 335 and name C , 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 335 and name N ) 
(segid 3A4 and resid 335 and name O ) 
isegid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name N ) 
(segid 3A4 and resid 335 and name C ) 
(segid 3A4 and resid 335 and name CA ) 



(segid 3A4 and resid 335 and name N ) 
(segid 3A4 and resid 335 and name O ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name N ) 
(segid 3A4 and resid 335 and name O ) 
(segid 3A4 and resid 336 and name C ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name N ) 
(segid 3A4 and resid 336 and name O ) 
(segid 3A4 and resid 337 and name C ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 



17.08 
17.15 
2.47 
1.45 
3.54 
5.34 
4.55 
3.15 
5.48 
7.24 
6.18 
4.22 
3.35 
2.68 
4.73 
6.03 
4.87 
1.24 
3.25 
2.44 
3.37 
1.33 
3.75 
6.31 
5.16 
5.65 
3.96 
6.63 
7.16 
1.53 
2.39 
4.57 
3.82 
4.65 
2.45 
4.89 
6.37 
6.72 
5.28 
9.75 
10.33 
12.98 
14.07 
14.88 



assign « — , — - 

assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name N 
assign (segid 3A4 and resid 335 and name N 
60 assign (segid 3A4 and resid 335 and name N 
assign (segid 3A4 and resid 335 and name N 
assign (segid 3A4 and resid 335 and name N 
assign (segid 3A4 and resid 335 and name N 
assign (segid 3A4 and resid 335 and name N 
65 assign (segid 3A4 and resid 335 and name N 
assign (segid 3A4 and resid 335 and name N 
assign (segid 3A4 and resid 335 and name O 
assign (segid 3A4 and resid 335 and name O 
assign (segid 3A4 and resid 335 and name O 
70 assign (segid 3A4 and resid 335 and name n 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
75 assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 335 and name 
assign (segid 3A4 and resid 336 and name 
assign (segid 3A4 and resid 336 and name 
80 assign (segid 3A4 and resid 336 and name 
assign (segid 3A4 and resid 336 and name _ 
assign (segid 3A4 and resid 336 and name C 
assign (segid 3A4 and resid 336 and name C 



\ aaijxu * » — ■ 

(segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 335 and name C 
(segid 3A4 and resid 335 and name O 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name N ) 
(segid 3A4 and resid 336 and name O ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 337 and name N ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 12.36 
(segid 3A4 and resid 341 and name CB ) 10.88 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 15.38 
(segid 3A4 and resid 345 and name CA ) 15.22 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB > 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 335 and name C ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 335 and name O ) 
(segid 3A4 and resid 336 and name C ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 



13.79 
12.42 
11.68 
14.79 



(segid 3A4 and resid 336 and name N 
(segid 3A4 and resid 336 and name O > 
(segid 3A4 and resid 337 and name CA > 
(segid 3A4 and resid 337 and name N ) 
(segid 3A4 and resid 336 and name C ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name N ) 
(segid 3A4 and resid 336 and name O ) 
(segid 3A4 and resid 337 and name C ) 
(segid 3A4 and resid 337 and name CA ) 
segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 337 and name N ) 
segid 3A1 and resid 337 and name O 
(sea id 3A4 and resid 338 and name N ) 
(segid 3A4 and resid 336 and name CB ) 
(iegid 3A4 and tesid 336 and name O ) 
(segid 3A4 and resid 337 and name C ) 
segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 337 and name N ) 



15.50 
17.42 
17.11 
17.95 
2.50 
1.46 
3.05 
5.65 
4 .69 
5.46 
3.40 
6.16 
7.39 
6.23 
3.41 
2.77 
3.61 
2.25 
3.95 
6.14 
5.04 
5.41 
3.90 
6.41 
7.01 
2.52 
1.24 
3.29 
2.44 
3.59 
1.33 



0.87 
0.89 
0.05 
0.01 
0.13 
0.41 
0.55 
0.58 
0.64 
0.26 
0.43 
0.92 
1.07 
0.80 
0.80 
0.78 
0.90 
0.01 
0.11 
0.02 
0.26 
0.01 
0.25 
0.24 
0.24 
0.37 
0.26 
0.28 
0.25 
0.01 
0.01 
0.08 
0.02 
0.16 
0.02 
0.18 
0.21 
0.28 
0.21 
0.29 
0.29 
0.31 
0.35 
0.26 
0.38 
0.37 
0.51 
0.55 
0.64 
0.57 
0.64 
0.70 
0.73 
0.74 
0.74 
0.83 
0.08 
0.00 
0.29 
0.09 
0.07 
0.22 
0.13 
0.19 
0.21 
0.19 
0.20 
0.03 
0.54 
0.01 
0.53 
0.36 
0.42 
0.73 
0.44 
0.49 
0.28 
0.04 
0.01 
0.13 
0.01 
0.09 
0.01 



0.87 
0.89 
0.04 
0.01 
0.13 
0.41 
0.54 
0.58 
0.63 
0.26 
0.43 
0.93 
1.06 
0.80 
0.80 
0.79 
0.90 
0.00 
0.10 
0.01 
0.26 
0.01 
0.25 
0.23 
0.24 
0.37 
0.25 
0.29 
0.24 
0.01 
0.01 
0.08 
0.02 
0.17 
0.02 
0.18 
0.22 
0.27 
0.20 
0.28 
0.28 
0.31 
0.36 
0.25 
0.38 
0.37 
0.52 
0.55 
0.64 
0.58 
0.64 
0.70 
0.74 
0.74 
0.73 
0.82 
0.08 
0.00 
0.29 
0.10 
0.08 
0.22 
0.13 
0.19 
0.21 
0.18 
0.20 
0.03 
0.54 
0.01 
0.53 
0.36 
0.42 
0.74 
0.44 
0.49 
0.29 
0.03 
O.OO 
0.12 
0.02 
0.09 
0.00 
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assign (segid 3A4 and resid 336 and name C ) 
assign (segid 3A4 and resxd 336 and name C 
assign (segid 3A4 and resid 336 and name C 
assign (segid 3A4 and resid 336 and name C 
5 assign (segid 3A4 and resid 336 and name C 
assign (segid 3A4 and resid 336 and name C 
assign (segid 3A4 and resid 336 and name C 
assign (segid 3A4 and resid 336 and name C 
assign (segid 3A4 and resid 336 and name C 
10 assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA ) 
assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA 
15 assign (segid 3A4 and resid 336 and name CA j 
assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and revtd 336 and name CA 
assign (segid 3A4 and resid 336 and name CA ) 
20 assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA ) 
assign (segid 3A4 and resid 336 and name CA 
25 assign (segid 3A4 and resid 336 and name CA ) 
assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA 1 
assign (segid 3A4 and resid 336 and name CA 
assign (segid 3A4 and resid 336 and name CA ) 
30 assign (segid 3A4 and resid 336 and name CA 
assign segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CA ) 
(seaid 3A4 and resid 336 and name CA > 
35 assign segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name CB > 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name CB ) 



(segid 3A4 and resid 337 and name O ) 
(segid 3A4 and resid 338 and name C ) 
(segid 3A4 and resid 338 and name CA ) 



(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG 
(segid 3A4 and resid 336 and name C 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name O 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 337 and name N ) 
(segid 3A4 and resid 337 and name O ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name N ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
I segid 3A4 and resid 344 and name CB ) 



3.77 

6.38 

5.24 

5.89 

4.02 

6.62 

7.35 

7.39 

6.84 

1.52 

1.52 

2.42 

4.52 

3.79 

4.73 

2.40 



40 



45 



50 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and re3id 336 and name CB 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 336 and name CB ) 
assign (segid 3A4 and resid 336 and name CB ) 
assign (segid 3A4 and resid 336 and name CB 
assign (segid 3A4 and resid 336 and name CB ) 
assign (segid 3A4 and resid 336 and name CB ) 
assign (segid 3A4 and resid 336 and name CB 



assign isegia -w* — - - 

55 assign (segid 3A4 and resid 336 and name H 



assign (segid 3A4 and resid 336 and name 
assign (segid 3A4 and resid 336 and name 
assign (segid 3A4 and resid 336 and name 
assign (segid 3A4 and resid 336 and name 
60 assign (segid 3A4 and resid 336 and name 
assign segid 3A4 and resid 336 and name 
assign (segid 3A4 and resid 336 and name 
assign (segid 3A4 and resid 336 and name N 
assign (seg\d 3A4 and resid 336 and name N 
65 assign (segid 3A4 and resid 336 and name O 
assign (seiid 3A4 and resid 336 and name O 
assign segid 3A4 and resid 336 and name O 
assign segid 3A4 and resid 336 and name O 
assign segid 3A4 and resid 336 and name O 
70 assign segid 3A4 and resid 336 and name O 
assign segid 3A4 and resid 336 and name O 
assign segid 3A4 and resid 336 and name O 
assign segid 3A4 and resid 336 and name O 
assign segid 3A4 and resid 336 and name O 
75 assign (segid 3A4 and resid 336 and name O 
assign (segid 3A4 and resid 336 and name O 
assign (segid 3A4 and resid 336 and name O 
assign (segid 3A4 and resid 337 and name C 
assign (segid 3A4 and resid 337 and name C 
80 assign (segid 3A4 and resid 337 and name C 
assign segid 3A4 and resid 337 and name C 
assign (segid 3A4 and resid 337 and name C 
assign (segid 3A4 and resid 337 and name C 



laeyjiu — — 

(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 34 6 and name CA 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name CB 
(segid 3A4 and reaid 338 and name N 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 12.70 
(segid 3A4 and resid 344 and name CA ) 16.56 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 336 and name C ) 
(segid 3A4 and resid 336 and name CA ) 



10.29 
8.87 
12.58 
12.10 
11.34 
15.19 
15.88 
16.16 
16.29 
18.89 
18.79 
5.16 
4.78 
5.94 
3.51 
5.24 
6.65 
7.12 
5.81 
10.02 
10.80 
12.65 
11.05 
9.67 
13.61 
13.41 



(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 336 and name O 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 337 and name 0 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name N 
(segid 3A4 and resid 337 and name O ) 
(segid 3A4 and resid 338 and name C ) 
segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
segid 3A4 and resid 338 and name N 
(segxd 3A4 and resid 338 and name O 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CA 
segid 3A4 and resid 338 and name CB ) 
segid 3A4 and resid 338 and name H ) 



17.21 
17.63 
17.78 
2.46 
1.46 
2.45 
3.04 
5.65 
4.64 
5.35 
3.35 
5.95 
6.48 
2.99 
3.59 
2.82 
4.08 
2.27 
4.34 
6.39 
5.16 
5.53 
3.94 
6.61 
7.06 
6.37 
2.53 
1.23 
3.23 
2.45 
3.62 
1.33 



0.12 
0.28 
0.26 
0.23 
0.22 
0.27 
0.29 
0.22 
0.27 
0.01 
0.01 
0.02 
0.10 
0.03 
0.06 
0.04 
0.12 
0.24 
0.22 
0.20 
0.33 
0.40 
0.11 
0.18 
0.20 
0.31 
0.32 
0.42 
0.43 
0.40 
0.71 
0.81 
0.67 
0.63 
0.13 
0.03 
0.06 
0.05 
0.20 
0.31 
0.29 
0.24 
0.45 
0.53 
0.20 
0.17 
0.20 
0.30 
0.34 
0.44 
0.42 
0.39 
0.70 
0.82 
0.04 
0.01 
0.07 
0.09 
0.14 
0.09 
0.08 
0.10 
0.12 
0.25 
0.10 
0.19 
0.04 
0.16 
0. 
0, 
0. 
0, 
0 
0 
0 
0 



0.12 
0.27 
0.26 
0.24 
0.23 
0.28 
0.29 
0.21 
0.27 
0.02 
0.01 
0.01 
O.10 
0.02 
0.05 
0.03 
0.12 
0.24 
0.22 
0.20 
0.33 
0.39 
0.10 
0.19 
0.20 
0.30 
0.32 
0.42 
0.42 
0.40 
0.71 
0.81 
0.68 
0.62 
0.12 
0.03 
0.05 
0.04 
0.20 
0.30 
0.30 
0.23 
0.45 



02 
17 
37 
,40 
.39 
.34 
.32 
.30 
0.33 
0.03 
0.00 
0.12 
0.03 
0.04 
0.02 



53 
19 
.18 
.20 
.30 
.33 
0.44 
0.42 
0.39 
0.70 
0.81 
0.05 
0.01 
0.08 
0.08 
0.14 
0.09 
0.08 
0.10 
0.11 
0.24 
0.10 
0.19 
0.03 
0.16 
0.02 
0.18 
0.36 
0.39 
0.39 
0.34 
0.31 
0.31 
0.33 
0.04 
0.00 
0.12 
0.02 
0.03 
0.01 



471 



10 



15 



assign (segid 3A1 and resid 337 and name 
assxgn (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 337 and name 
" (segid 3A4 and resid 337 and name 
(segid 3A4 and resid 337 and name 
(segid 3A4 and resid 337 and name 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CA ) 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



C 
c 
C 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



30 



(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CA ) 
assign (segid 3A4 and resid 337 and name CA ) 
assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA 

(segid 3A4 and resid 337 and name CA > 
Uegid 3A4 and resid 337 and name CA ) 



(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name O 
(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name N ) 
(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA > 
(segid 3A4 and resid 341 and name CB * 
(segid 3A4 and resid 341 and name CG 
(segid 3A4 and resid 341 and name N 
(segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 337 and name C 
(segid 3A4 and resid 337 and name CB 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 338 and name C 



0.22 
0.10 
0.13 
0.13 



(seaid 3A4 and resid 338 and name CA ) 

3 . . . i iio nana CB \ 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 337 and name CA 
I segid 3A4 and resid 337 and name CA 
a33A qn (segid 3A4 and resid 337 and name CA 
35 assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA ) 
40 assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CA ) 
assign (segid 3A4 and resid 337 and name CA 
45 assign (segid 3A4 and resid 337 and name CA 
assign (segid 3A4 and resid 337 and name CB 
assign (segid 3A4 and resid 337 and name CB 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
50 assign (segid 3A4 and resid 337 and name CB 
assign (segid 3A4 and resid 337 and name CB 
assign (segid 3A4 and resid 337 and name CB 
assign (segid 3A4 and resid 337 and name CB 
assign (segid 3A4 and resid 337 and name CB 
55 assign (segid 3A4 and resid 337 and name CB 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
60 assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
65 assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
70 assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB > 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
75 assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 
assign (segid 3A4 and resid 337 and name CB ) 



assign (segid 3A4 and resid 337 and name N 
80 assign (segid 3A4 and resid 337 and name N 
assign (segid 3A4 and tesid 337 and name N 
assign (segid 3A4 and resid 337 and name N 
assign (segid 3A4 and resid 337 and name N 



(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name O 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name N ) 
(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG ) 
(segid 3A4 and resid 341 and name H ) 
(segid 3A4 and resid 341 and name 0 ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 34 4 and name CA ) 
(segid 3A4 and resid 34 4 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 34 6 and name CB ) 
(segid 3A4 and resid 33B and name C ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name N ) 
(segid 3A4 and resid 338 and name O ) 
(segid 3A4 and resid 339 and name C ) 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 339 and name M ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name N ) 
(segid 3A4 and resid 341 and name C 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG 
(segid 3A4 and resid 341 and name N 
(segid 3A4 and resid 341 and name 0 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 342 and name O 
segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
selid 3A4 and resid 344 and name CA 
segid 3A4 and resid 344 and name CB 
segid 3A4 and resid 345 and name CA 
segid 3A4 and resid 345 and name CB 
segid 3A4 and resid 346 and name CA 
segid 3A4 and resid 346 and name CB 
segid 3A4 and resid 347 and name CA 
segid 3A4 and resid 349 and name CB 
segid 3A4 and resid 386 and name CA 
segid 3A4 and resid 387 and name CA 
segid 3A4 and resid 389 and name CB 
segid 3A4 and resid 337 and name C 
segid 3A4 and resid 337 and name CA 
segid 3A4 and resid 337 and name CB 
segid 3A4 and resid 337 and name O 
segW 3A4 and resid 338 and name C ) 



3.48 
6.05 
S.41 
6.57 
4.24 
6.26 
7.38 
7.67 
6.69 
7.16 
6.31 
5.10 
4.65 
6.22 
7.15 
1.53 
1.54 
2.40 
4.57 
3.83 
4.79 
2.44 
4.53 
7.27 
6.75 
7.99 
5.67 
7.48 
8.61 
7.76 
7.30 
6.64 
5.27 
4.98 
6.85 
7.32 
9.01 
9.05 
8.40 
12.50 
13.23 
13.99 
14.12 
17.04 
17.09 
5.05 
4.73 
5.84 
3.46 
4.72 
7.43 
6.95 
8.27 
6.12 
8.49 
7.67 
6.73 
6.38 
5.08 
5.21 
6.65 
6.57 
8.25 
7.54 
7.38 
7.91 
7.12 
11.34 
12.17 
12.66 
12.72 
15.82 
15.95 
18.34 
18.10 
18.77 
18.27 
18.52 
2.41 
1.46 
2.44 
2.79 
S.62 



09 
IS 
06 
.05 
.05 
.21 
0.09 
0.09 
0.24 
0.06 
0.30 
0.01 
0.03 
0.01 
0.08 
0.02 
0.05 
0.02 
0.17 
0.06 
0.09 
0.10 
0.06 
0.13 
0.09 
0.07 
0.24 
0.14 
0.13 
0.26 
0.13 
0.35 
0.30 
0.44 
0.54 
0.54 
0.51 
0.76 
0.84 
0.74 
0.71 
0.07 
0.08 
0.11 
0.12 
0.15 
0.08 
0.06 
0.07 
0.06 
0.18 
0.15 
0.24 
0.17 
0.15 
0.35 
0.18 
0.33 
0.33 
0.25 
0.43 
0. 
0. 
0 
0 
0 
0 



0.22 
0.11 
0.13 
0.13 
0.08 
0.15 
0.07 
0.06 
0.05 
0.20 
0.10 
0.10 
0.24 
0.06 
0.29 
0.00 
0.02 
0.01 
0.07 
O.01 
0.05 
0.03 
0.17 
0.06 



50 
57 
61 
.57 
.80 
.87 
0.79 
0.73 
0.76 
0.75 
0.31 
0.83 
0.86 
0.03 
0.01 
0.02 
0.07 
0.13 



09 
11 
06 
.13 
.09 
0.06 
0.24 
0.14 
0.12 
0.25 
0.13 
0.34 
0.31 
0.44 
0.55 
0.54 
0.51 
0.76 
0.83 
0.75 
0.72 
0.07 
0.09 
0.11 
• 0.12 
0.15 
0.07 
0.05 
0.08 
0.05 
0.17 
0.14 
0.24 
0.17 
0.16 
0.36 
0.19 
0.33 
0.33 
0.25 
0.44 
0.50 
0.57 
0.60 
0.57 
0.81 
0.87 
0.78 
0.72 
0.76 
0.76 
0.32 
0.83 
0.86 
0.03 
0.01 
0.03 
0.08 
0.13 



472 



10 



15 



20 



25 



30 



assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 337 and name N 
assign (segid 3A4 and resxd 337 and name N 
assign (segid 3A4 and resid 337 and name N 
assign (segid 3A4 and resid 337 and narao N 
assign (segid 3A4 and resid 337 and name N 
assign (segid 3A4 and resid 337 and name N 
assign (segid 3A4 and resid 337 and name N 
assign (segid 3A4 and resid 337 and name 0 
assign (segid 3A4 and resid 337 and name O 
assign (segid 3A4 and resid 337 and name O 
assign (segid 3A4 and resid 337 and name O 
assign (segid 3A4 and resid 337 and name 0 
assign (segid 3A4 and resid 337 and name O 
assign (segid 3A4 and resid 337 and name O 
assign (segid 3A4 and resid 337 and name O 
assign (segid 3A4 and resid 337 and name O 
assign (segid 3AA and resid 337 and name O 
assign (segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 337 and name O 
(segid 3A4 and resid 337 and name 0 
a5aiy .. (segid 3A4 and resid 337 and name O 
assign (segid 3A4 and resid 337 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
35 assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
40 assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name 
assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA 
45 assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA ) 
50 assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA 
55 assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA 
assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA ) 
60 assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA ) 
65 assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CA ) 
assign (segid 3A4 and resid 338 and name CB ) 
assign (segid 3A4 and resid 338 and name CB » 
(segid 3A4 and resid 338 and name CB ) 



(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(oogid 3A1 and re^id 338 and name N ) 
(segid 3A4 and resid 338 and name O ) 
(segid 3A4 and resid 339 and name N ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name CG ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CA 
(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 338 and name N 
(segid 3A4 and resid 338 and name O. 
(segid 3A4 and re3id 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name O 
(segid 3A4 and resid 340 and name N 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG 
(segid 3A4 end resid 341 and name N 



isegia j/v* ^ — : 

(segid 3A4 and resid 338 and name CB > 



\ OCyAU _»«-»-. — 

(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(aegid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name O 
(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 340 and name CA 
(segid 3A4 and resid 340 and name N 
(segid 3A4 and resid 340 and name O 
(segid 3A4 and resid 341 and name C 



(segid 3A4 and resid 341 and name CA ) 



(segid 3A4 and resid 341 and name CB 
( B eg id 3A4 and resid 341 and name CG 
(segid 3A4 and resid 341 and name N 
(segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 338 and name C 
(segid 3A4 and resid 338 and name CB 
(segid 3A4 and resid 338 and name O 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 339 and name N ) 
(segid 3A4 and resid 339 and name O ) 
(segid 3A4 and resid 340 and name C ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and tesid 340 and name N ) 
(segid 3A4 and resid 340 and name O J 
(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA ) 



(segid 3A4 and resid 341 and name CB 
(segid 3A4 and resid 341 and name CG ) 
(segid 3A4 and resid 341 and name N ) 
(segid 3A4 and resid 341 and name 0 ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA ) 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 338 and name CB ) 
(s>egid 3A4 and resid 338 and name CB ) 



isegia o^** o»u - — - — 

(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 339 and name C 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 339 and name CB 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name O 
(segid 3A4 and resid 340 and name C 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name N 
(segid 3A4 and resid 340 and name O 
(segid 3A4 and resid 341 and name C 
segid 3A4 and resid 341 and name CA 
segid 3A4 and resid 341 and name CB 
(aegid 3A4 and resid 341 and name CG 
segid 3A4 and resid 341 and name N ) 



4.70 
5.62 
3.45 
5.79 
6.59 
6.70 
6.34 
3.08 
3.38 
2.78 
4.11 
2.24 
3.82 
6.09 
5.17 
6.17 
4.06 
6.44 
6.75 
7.01 
5.94 
5.57 
6.72 
2.48 
1.24 
2.92 
2.46 
3.72 
1.33 
3.10 
4.97 
4.87 
3.81 
6.09 
6.02 
4.90 
4.36 
3.85 
4.16 
6.05 
7.18 
1.52 
1.51 
2.41 
4.32 
3.81 
4.83 
2.42 
4.24 
6.19 
6.25 
5.29 
7.22 
6.94 
5.74 
4.89 
4.07 
5.29 
7.08 
9.23 
10.67 
10.28 
14.39 
15.04 
16.45 
16.53 
4.66 
4 
5 
3 



assign (segid 3A4 and resid 338 and name CB segia w an« ^ 

assign (segid 3A4 and resid 338 and name CB segid 3A4 and resia w an 

assign (segid 3A4 and resid 338 and name CB segid 3A4 and resid 3*J ana ^ 

assign (segid 3A4 and resid 338 and name CB ) (segid 3A4 and resia ^ 



O.07 
0.07 
0.06 
0.21 
0.12 
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assign tsegid 3A4 and resid 339 and name CB ) 
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assign (segid 3A4 and resid 339 and name CB 
assign (segid 3A4 and resid 339 and name CB 
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assign (segid 3A4 and resid 339 and name CB ) 
assign (segid 3A4 and resid 339 and name CB 
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assign (segid 3A4 and resid 339 and name N 
assign (segid 3A4 and resid 339 and name N 
assign segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name N 
ag,^,, (segid 3A4 and resid 339 and name N 
assign (segid 3A4 and resid 339 and name N 
assign (segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name N 
(segid 3A4 and resid 339 and name N 
as^gn (segid 3A4 and resid 339 and name N 
assign (segid 3A4 and resid 339 and name N 
assign (segid 3A4 and resid 339 and name O 
assign (segid 3A4 and resid 339 and name 
(segid 3A4 and resid 339 and name 
(segid 3A4 and resid 339 and name 
(segid 3A4 and resid 339 and name 
(segid 3A4 and resid 339 and name 
(segid 3A4 and resid 339 and name 
(segid 3A4 and resid 339 and name 
(segid 3A4 and resid 339 and name 
(segid 3A4 and resid 339 and name 
assign (segid 3A4 and resid 339 and name 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign tsegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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(segid 3A4 and resid 
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(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name N ) 
(segid 3A4 and resid 340 and name O ) 
(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name CG ) 
(segid 3A4 and resid 341 and name N ) 
tsegid 3A4 and resid 341 and name O ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 340 and name C ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 340 and name N ) 
(segid 3A4 and resid 340 and name O > 
(segid 3A4 and resid 341 and name C ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name CG ) 
(segid 3A4 and resid 341 and name N ) 
(segid 3A4 and resid 341 and name 0 ) 
(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 33 and name CB ) 
(segid 3A4 and resid 33 and name O ) 
(segid 3A4 and resid 34 4 and name C ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 344 and name O ) 
(segid 3A4 and resid 34 5 and name C ) 
(segid 3A4 and resid 345 and name CA ) 



0.06 
0.14 
0.10 
0.25 
0.35 
0.20 
0.19 
0.40 
0.51 
0.03 



(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name N 
(segid 3A4 and resid 345 and name O 
(segid 3A4 and resid 346 and name C 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 346 and name N 
(segid 3A4 and resid 346 and name O 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 34 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 39 and name N ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 17.76 
(segid 3A4 and resid 315 and name CA ) 18.24 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 



) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 

34 and name CA 1 
34 and name CB ) 
34 and name N ) 

34 and name O ) 

35 and name C ) 
35 and name CA ) 
35 and name N ) 

35 and name O ) 

36 and name CA ) 
36 and name N ) 
38 and name C ) 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name O ) 

39 and name C ) 
39 and name CA ) 
39 and name CB ) 
39 and name N 



5.72 
7.72 
10.31 
12.46 
12.04 
16.18 
16.98 
18.25 
18.05 
2.42 
1.46 
2.45 
2.77 
5.24 
4.75 
3.51 
6.40 
6.81 
5.73 
5.45 
4.99 
4.72 
6.72 
3.11 
3.39 
2.78 
2.25 
4.33 
5.89 
4.69 
5.04 
4.63 
3.47 
6.07 
6.95 
2.51 
1.24 
5.52 
6.80 
7.15 
6.98 
4.47 
5.30 
5.01 
5.89 
5.78 
6.48 
5.90 
5.34 
4.92 
4.51 
5.59 
7.22 
5.96 
3.51 
2.44 
3.51 
1.33 
4.48 
5.58 
5.22 
3.86 
5.04 
7.56 
6.80 
6.21 
6.48 
5.51 
7.03 
6.73 
7.46 
5.97 
5.69 
5.76 
17.27 



O.0G 
0.14 
0.10 
0.25 
0.35 
0.19 
0.19 
0.39 
0.52 
0.03 



0.00, 0.01 
0.01 0.01 



0.07 
0.06 
0.04 
0.05 
0.12 
0.14 
0.09 
0.15 
0.23 
0.08 
0.22 
0.07 
0.12 
0.03 
0.02 
0.20 
0.12 
0.16 
0.24 
0.31 
0.10 
0.13 
0.10 
0.04 
0.01 
0.13 



15.63 
17.05 
18.36 
14.70 
14.94 
10.29 



13 
23 
16 
12 
,33 
.27 
0.38 
0.18 
0.31 
0.49 
0.50 
0.49 
0.42 
0.44 
0.31 
0.24 
0.09 
0.02 
0.06 
0.01 
0.09 
0.15 
0.17 
0.18 
0.16 
0.15 
0.17 
0.36 
0.34 
0.38 
0.26 
0.41 
0.29 
0.29 
0.23 
0.28 
0.55 
0.50 
0.79 
0.40 
0.60 
0.53 
0.56 
0.69 
0.51 



0.08 
0.07 
0.04 
0.04 
0.12 
0.14 
0.09 
0.14 
0.24 
0.07 
0.23 
0.08 
0.U 
0.03 
0.01 
0.19 
0.12 
0.15 
0.25 
0.30 
0.10 
0.14 
0.09 
0.04 
0.00 
0.14 
0.12 
0.24 
0.17 
0.12 
0.34 
0.27 
0.38 
0.17 
0.32 
0.49 
0.51 
0.50 
0.43 
0.43 
0.32 
0.24 
0.08 
0.02 
0.05 
0.01 
0.10 
0.15 
0.18 
0.18 
0.16 
0.15 
0.17 
0.35 
0.35 
0.38 
0.25 
0.41 
0.30 
0.29 
0.24 
0.29 
0.56 
0.50 
0 
0 
0 
0 
0 
0 



78 
40 
59 
,53 
.57 
70 



0.52 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
5 assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and lesid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (begid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 



33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA > 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 



10.84 
10.12 
12.66 
14.05 
13.16 
12.71 
16.60 
17.39 
17.50 
18.22 
16.32 
17.36 



33 and name CA J (segid 3A4 and resid 323 and name CA ) 
33 and name CA ) (segid 3A4 and resid 323 and name CB 
33 and name CA ) (segid 3A4 and resid 324 and name CA 
33 and name CA ) (segid 3A4 and resid 324 and name CB ) 
33 and name CA ) (segid 3A4 and resid 325 and name CA ) 
33 and name CA ) (segid 3A4 and resid 325 and name CB 

(segid 3A4 and resid 326 and name CA > 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 327 and name CA ) 
31 ana name / (segid 3A4 and resid 327 and name CB J 
33 anS name CA { (segid 3A4 and resid 328 and name CA 
33 and name CA ) (segid 3A4 and resid 328 and name CB 
(segid 3A4 and resid 329 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 13-22 
(segid 3A4 and resid 330 and name CA ) 12.92 
(segid 3A4 and resid 330 and name CB ) 14.16 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 337 and name CA ) 11.78 
(segid 3A4 and resid 337 and name CB ) 10.70 
(segid 3A4 and resid 338 and name CA J 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 33 and name C ) 
(segid 3A4 and res id 33 and name CB ) 
33 and name ca ) (segid 3A4 and resid 33 and name O ) 
11 anl nZl CA ] Isegid 3A4 and resid 340 and name CA 
33 and name CA ) (segid 3A4 and resid 341 and name CA 
33 and name CA ) (segid 3A4 and resid 341 and name CB 
33 and name CA ) (segid 3A4 and resid 342 and name CA 
33 and name CA ) (segid 3A4 and resid 343 and name C 
33 and name CA ) (segid 3A4 and resid 343 and name CA 
33 and name CA ) (segid 3A4 and resid 343 and name CB 
33 and name CA ) (segid 3A4 and resid 344 and name C 
33 and name CA ) (segid 3A4 and resid 344 and name CA 
33 and name CA ) (segid 3A4 and resid 344 and name CB 
33 and name CA ) (segid 3A4 and resid 344 and name N ) 



9.72 
8.46 
10.33 
12.94 
11.19 
13.01 
14.44 



33 ana name ; iswy*" - 

33 and name CA ) (segid 3A4 and resid 344 and name 
33 and name CA ) (segid 3A4 and resid 345 and name 
. . f nwji vac i H T yJ h and n amo 



33 and name ca J <segiu «»m ~ — : 
33 and name CA ) (segid 3A4 and resid 345 and name CA 

. . . t o-* a „«,4 raeiri and name CB I 



33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA } 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 



CB ) 
N ) 
O ) 
C ) 



34 and name CA ) 
34 and name CB ) 
34 and name H ) 
34 and name O ) 



j j ana name \j\ i »ooy*w — « - — _ . 

33 and name CA ) (segid 3A4 and resid 345 and 
33 and name CA ) (segid 3A4 and resid 345 and name 
33 and name CA ) (segid 3A4 and resid 345 and name 
(segid 3A4 and resid 346 and name 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 346 and name O ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid — - - 

(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
fseoid 3A4 and resid 351 and name CA ) 12.55 
slgiS 3^4 and resid 352 and name CA » 13.10 
33 and name CA , (segid 3A4 and resid 352 and name CB 13.06 
33 and name CA ) (segid 3A4 and resid 353 and name CA 11.94 
33 and name CA ) (segid 3A4 and resid 353 and name CB 11.13 
33 and name CA ) (segid 3A4 and resid 354 and name CA 15.24 
33 and name CA ) (segid 3A4 and resid 354 and name CB 15.68 
33 and name CA ) (segid 3A4 and resid 355 and name CA 15.26 
33 and name CA ) (segid 3A4 and resid 355 and name CB 14.39 
33 and name CA ) (segid 3A4 and resid 356 and name CA 15.53 
33 and name CA ) (segid 3A4 and resid 356 and name CB 14.42 
33 and name CA ) (segid 3A4 and resid 357 and name CA 17.47 
33 and name CA ) (segid 3A4 and resid 357 and name CB 17.02 
33 and name CA ) (segid 3A4 and resid 35 and name C 6.45 
33 and name CA ) (segid 3A4 and resid 35 and name CA 6.14 
•»■» naTTiR ca \ Iseaid 3A4 and resid 35 and name N ) 4.84 
33 lit name £ ! Isegid 3A4 and resid 35 and name O , 5.75 



14.97 
15.71 
16.48 
17.95 
1.53 
1.53 
2.40 
16.04 
12.79 
12.05 
10.86 
7.04 
7.24 
6.92 
5.18 
6.31 
6.61 
6.20 
4.08 
5.76 
5.09 
5.90 
5.62 
6.97 
7.01 
6.32 
6.03 
5.25 
6.84 
9.06 
10.24 
10.85 
8.72 
7.4S 
4.79 
3.80 
4.69 
2.43 
5.86 
8.94 
8.75 



0.25 
0.41 
0.29 
0.32 
0.27 
0.32 
0.24 
0.25 
0.36 
0.46 
0.57 
0.63 
0.75 
0.81 
0.70 
0.73 
0.70 
0.71 
0.76 
0.87 
0.59 
0.52 
0.49 
0.62 
0.63 
0.49 
0.59 
0.35 
0.37 
0.01 
0.02 
0.02 
0.17 
0.19 
0.28 
0.15 
0.19 
0.19 
0.23 
0.12 
0.14 
0.24 
0.18 
0.09 
0.25 
0.19 



0.26 
0.42 
0.28 
0.32 
0.27 
0.33 
0.24 
0.25 
0.35 
0.46 
0.58 
0.64 
0.75 
0.81 
0.71 
0.72 
0.70 
0.71 
0.76 
0.88 
0.59 
0.51 
0.50 
0.63 
0.63 
0.49 
0.59 
0.34 
0.37 
0.01 
0.02 
0.01 
0.17 
0.18 
0.28 



14 
19 
19 
24 
11 
.14 
.24 
0.17 
0.08 
0.26 



0.27 

0.15 

0.23 

0.39 

0.43 

0.45 

0.35 

0.33 

0.40 

0.43 

0.29 

0.30 

0.24 

0.09 

0.02 

0.04 

0.03 

0.09 

0.73 

0.85 

0.60 

0.61 

0.63 

0.74 

0.85 

0.74 

0.70 

1.11 

1.26 

0.87 

0.82 

0.78 

0.77 

0.17 

0.21 

0.20 

0.12 



19 
27 
14 
,22 
.40 
.42 
.45 
0.36 
0.34 
0.40 
0.43 
0.30 
0.30 
0.24 
0.08 
0.03 
0.04 
0.02 
0.09 
0.72 
0.85 
0.60 
0.61 
0.64 
0.74 
0.86 
0.73 
0.70 
1.11 
1.26 
0.86 
0.81 
0.77 
0.78 
0.16 
0.21 
0.19 
0.12 
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10 



15 



20 



25 



30 



35 



40 



45 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
^^y.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4- and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
daa xyu (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resifl 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



39 and name CA ) 
39 and name CB ) 

39 and name N ) 

40 and name CA ) 

40 and name CB ) 

41 and name CA ) 

41 and name CB ) 

42 and name CA ) 
42 and name CB ) 



50 



55 



60 



65 



70 



75 



SO 



assign 
assign 
assign 



(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 36 and name CA ) 
(segid 3A4 and resid 36 and name N ) 
(segid 3A4 and resid 31 and name CA ) 
(segid 3A4 and resid 37 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 38 and name C ) 
(segid 3A4 and resid 38 and name CA ) 
(segid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 38 and name N ) 
(segid 3A4 and resid 38 and name O ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB > 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 39 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 31B and name CB ) 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB 
(segid 3A4 and resid 326 and name CA 
(segid 3A4 and resid 326 and name CB ) 
33 and name ^ , <segid 3A4 and resid 327 and name CA ) 
33 and name CB ) (segid 3A4 and resid 327 and name CB 
33 and name CB ) (segid 3A4 and resid 328 and name CA 
33 and name CB ) (segid 3A4 and resid 328 and name CB 
33 and name CB ) (segid 3A4 and resid 329 and name CA 
33 and name CB ) (segid 3A4 and resid 329 and name CB 
33 and name CB ) (segid 3A4 and resid 330 and name CA 
33 and name CB ) (segid 3A4 and resid 330 and name CB 
33 and name CB ) (segid 3A4 and resid 331 and name CA 
33 and name CB ) (segid 3A4 and resid 331 and name CB 
33 and name CB ) (segid 3A4 and resid 332 and name CA 
33 and name CB ) (segid 3A4 and resid 333 and name CA 
33 and name CB ) (segid 3A4 and resid 335 and name CA 
33 and name CB ) (segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name cb j 
segid 3A4 and resid 337 and name CA 
segid 3A4 and resid 337 and name CB 
segid 3A4 and resid 338 and name CA 
segid 3A4 and resid 338 and name CB 
seSid 3A4 and resid 339 and name CA 
segid 3A4 and resid 339 and name CB 
segid 3A4 and resid 340 and name CA 
segid 3A4 and resid 341 and name CA 
segid 3A4 and resid 341 and name CB 
segid 3A4 and resid 342 and name CA 
segid 3A4 and resid 343 and name c 
segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB 
segid 3A4 and resid 343 and name O 
segid 3A4 and resid 344 and name C ) 



33 and name CA ) 
33 and name CA ) 
33 and namo CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA } 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CA ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 



33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 



17.87 
16-47 
8.42 
7.72 
9.23 
9.83 
15.14 
13.16 
11.73 
14.95 
16.53 
17.84 
13.64 
13.95 
15.57 
17.27 
16.32 
5.98 
6.26 
5.19 
7.08 
6.27 
17.38 
17.81 
19.40 
7.50 
6.07 
6.15 
5.83 
9.81 
10.79 
9.98 
9.62 
8.44 
7.07 
16.38 
18.71 
17.21 
17.68 
15.72 
17.12 
18.38 
14.63 
14.72 
9.74 
9.97 
9.10 
11.86 
13.30 
12.25 
11.88 
15.78 
16.29 
16.56 
17.21 
15.55 
16.66 
13.12 
12.24 
12.21 
13.48 
8.97 
7.66 
9.90 
12.72 
11.13 
12.70 
14.18 
11.38 
10.17 
14.55 
15.40 
15.83 
17.27 
15.50 
12.46 
11.76 
10.58 
6.69 
6.87 
6.28 
7.38 
5.05 



0.56 
0.57 
0.12 
0.17 
0.16 
0.21 
0.62 
0.42 
0.43 
0.31 
0.32 
0.35 
0.51 
0.42 
1.13 
0.74 
0.73 
0.30 
0.30 
0.30 
0.22 
0.39 
0.70 
0-74 
0.39 
0.26 
0.24 
0.21 
0.22 
0.24 
0.22 
0.20 
0.23 
0.24 
0.25 
1.35 
0.61 
0.54 
0.49 
0.43 
0.63 
0.61 
0 
0 
0 
0 
0 
0 



0.56 
0.57 
0.12 
0.16 
0.17 
0.22 
0.62 
0.41 
0.44 
0.32 
0.32 
0.35 
0.50 
0.43 
1.13 
0.73 
0.74 
0.30 
0.29 
0.30 
0.21 
0.38 
0.69 
0.75 
0.39 
0.25 
0.25 
0.22 
0.23 
0.24 
0.22 
0.21 
0.23 
0.24 
0.24 
1.36 
0.61 
0.54 
0.49 
0.43 
0.64 
0.60 
0.67 
0.82 
0.55 
0.34 
0.49 
0.33 
0.36 
0.30 
0.34 
0.26 
0.25 
0.35 
0.45 
0.61 
0.67 
0.82 
0.86 
0.80 
0.82 
0.81 
0.83 
0.79 
0.87 
0.66 
0.63 
0.62 
0.6S 
0.66 
0.48 
0.56 
0.33 
0.35 
0.23 
0.23 
0.29 
0.22 
0.27 
0.25 
0.26 
0.31 
0.19 



66 
82 
55 
35 
.49 
.33 
0.35 
0.30 
0.35 
0.25 
0.26 
0.36 
0.46 
0.61 
0.68 
0.82 
0.87 
0.80 
0.62 
0.81 
0.83 
0.79 
0.87 
0.66 
0.63 
0.62 
0.65 
0.65 
0.49 
0.56 
0.33 
0-36 
0.23 
0.22 
0.29 
0.22 
0.27 
0.25 
0.26 
0.31 
0.19 



477 



10 



15 



20 



25 



30 



35 



40 



assign {segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segxd 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign C segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
a* sign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resad 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB } 
33 and name CB ) 



(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 344 and name O ) 
(segid 3A4 and resid 345 and name C ) 
(segid 3A4 and tesid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 



0.23 
0.29 
0.28 



50 



55 



60 



65 



70 



75 



80 



33 and name CB ) 
33 and name CB > 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 
33 and name CB ) 



34 and name CA ) 
34 and name CB ) 
34 and name N ) 
34 and name O ) 



33 and name CB 
33 and name CB 
33 and name CB 
33 and name CB 
33 and name CB 
33 and name CB 



33 and name CB ) 



33 and name CB 
33 and name CB 
33 and name CB 
33 and name CB 
33 and name CB 
33 and name CB ) 
33 and name CB ) 



|9f3Ljj.u — — ~ 

(segid 3A4 and resid 345 and name 
(segid 3A4 and resid 345 and name O ) 
(segid 3A4 and resid 346 and name C ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB > 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 346 and name O ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

{segid 3A4 and resid ~- 

(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
| segid 3A4 and resid 351 and name CA ) 
{segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
{segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and re3id 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB > 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB > 
(segid 3A4 and resid 35 and name C ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 35 and name M ) 
(segid 3A4 and resid 35 and name O ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB J 
(segid 3A4 and resid 36 and name CA ) 
(segid 3A4 and resid 37 and name C 1 
(segid 3A4 and resid 37 and name CA } 
(segid 3A4 and resid 37 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB } 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA > 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA > 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 38 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB > 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 39 and name C ) 
(segid 3A4 and resid 
(segid 3A4 end res id 
(segid 3A4 and resid 
(segid 3A4 and resid. 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



38 and name CA ) 
36 and name CB ) 
38 and name N ) 
38 and name O ) 



39 and name CA ) 
39 and name CB ) 
39 and name N ) 

39 and name O ) 

40 and name CA ) 
40 and name CB ) 

40 and name N ) 

41 and name CA ) 

41 and name CB ) 

42 and name CA ) 
42 and name CB ) 



6.24 
7.06 
6.07 
4.16 
5.56 
4.62 
5.09 
5.25 
6.71 
7.11 
6.57 
6.63 
5.34 
7.00 
8.90 
9.96 
11.16 
9.28 
8.17 
5.38 
4.72 
5.86 
3.44 
6.41 
8.95 
8.52 
12.58 
13.52 
13.62 
12.29 
11.34 
15.65 
16.20 
15.39 
14.49 
15.42 
14.23 
17.53 
17.11 
6.30 
6.32 
5.22 
5.38 
18.31 
16.93 
8.00 
7.45 
8.53 
9.26 
14.63 
12.49 
11.03 
14.49 
15.80 
17.07 
12.72 
12.77 
14.21 
16.90 
17.28 
16.07 
15.16 
4.84 
5.35 
4.51 
6.32 
4.96 
16.26 
16.67 
18.56 
18.56 
6 
4 
5 
4 

6.56 
8.56 
9 



5.61 



18 
22 
16 
21 
18 
0.17 
0.32 
0.36 
0.39 
0.32 
0.23 
0.34 
0.37 
0.26 
0.25 
0.19 
0.09 
0.05 
0.09 
0.08 
0.06 
0.67 
0.78 
0.55 
0.59 
0.62 
0.75 
0.87 
0.78 
0.73 
1.18 
1.34 
0.94 
0.8B 
0.81 
0.78 
0.24 
0.28 
0.27 
0.21 
0.56 
0.58 
0.16 
0.22 
0.18 
0.27 
0.66 
0.45 
0.45 
0.39 
0.41 
0.44 
0.56 
0.48 
1.17 
1.09 
1.25 
0.80 
0.80 
0.24 
0.26 
0.30 
0.23 
0.33 
0.75 
0.79 
0.61 
0.49 
0.24 
0.21 
0.25 
0.17 
0.31 
0.20 
0.19 
0.20 
0.18 
0.25 
0.23 
0.26 



.24 
.91 
.22 
.77 



.63 
7.25 
8.62 
8.34 
6.97 



0.24 
0.28 
0.27 
0.18 
0.22 
0.16 
0.21 
0.18 
0.18 
0.33 
0.36 
0.38 
0.31 
0.23 
0.34 
0.37 
0.27 
0.25 
0.19 
0.09 
0.06 
0.08 
0.07 
0.05 
0.67 
0.78 
0.55 
0.58 
0.62 
0.74 
0.87 
0.77 
0.74 
1.19 
1.34 
0.93 
0.88 
0.81 
0.78 
0.23 
0.27 
0.27 
0.22 
0.55 
0.58 
0.16 
0.22 
0.18 
0.27 
0.66 
0.45 
0.45 
0.40 
0.42 
0.44 
0.57 
0.47 
1.16 
1.09 
1.24 
0.79 
0.79 
0.23 
0.26 
0.30 
0.22 
0.34 
0.76 
0.78 
0.61 
0.50 
0.23 
0.20 
0.26 
0.17 
0.30 
0.21 
0.19 
0.20 
0.18 
0.24 
0.23 
0.25 
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10 



IS 



20 



25 



35 



assign 
assign 
assxgn 
assxgn 



assxgn (segxd 3A4 and re<»xd 
assxgn (segid 3A4 and resxd 
assxgn (segtd 3A4 and re«»xd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and re3xd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
(segid 3A4 and re&xd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (seqxd 3A4 and resid 
30 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and tesid 
assign (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
o^*,,.. (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



40 



45 



50 



33 and name CB 
33 and name CB 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name H 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name H 
33 and name H 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name H 
33 and name H 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name N 
33 and name H 
33 and name N 
33 and name K 
33 and name 0 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 



33 and name 0 
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assxgn 
assxgn 
assxgn 
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70 



75 



80 



33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name O 
33 and name O 
33 and name O 
33 and name O 
33 and name O 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name 
33 and name O 
33 and name O 
33 and name 
33 and name 
340 and name 
340 and name 
340 and name 
340 and name 



O 
0 
O 
O 
O 

i o 
o 
o 

i o 

0 

o 

0 

o 
o 
o 
o 



(segxd 3A4 and tesxd 42 and name N ) 
(segxd 3A1 and resxd 431 and name CA ) 
(segxd 3A4 and resxd 33 and name C ) 
(segid 3A4 and xesid 33 and name CA ) 
(segid 3A4 and resxd 33 and name CB ) 
(segxd 3A4 and resxd 33 and name 0 ) 
(segxd 3A4 and resxd 343 and name C ) 
(segid 3A4 and resxd 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resid 343 and name O ) 
(segxd 3A4 and resid 344 and name C ) 
(segxd 3A4 and resid 344 and name CA ) 
(segxd 3A4 and resid 344 and name CB ) 
(segxd 3A4 and resxd 344 and name N ) 
(segxd 3A4 and resxd 344 and name O ) 
(segid 3A4 and resxd 345 and name C ) 
(segxd 3A4 and resxd 345 and name CA ) 
(segid 3A4 and resxd 345 and name CB ) 
(segid 3A4 and resxd 345 and name N ) 
(segxd 3A4 and resxd 345 and name O ) 
(segxd 3A4 and resxd 34 6 and name C ) 
(segxd 3A4 and resxd 346 and name CA ) 
(segxd 3A4 and resxd 346 and name CB ) 
(segxd 3A4 and resxd 346 and name N 
(segxd 3A4 and resxd 346 and name O 
(segxd 3A4 and resxd 34 and name C 
) (segxd 3A4 and resxd 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
(segxd 3A4 and xesid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 343 and name C 
(segxd 3A4 and resxd 344 and name C 
(segxd 3A4 and resxd 344 and name CA ) 
(segxd 3A4 and resxd 344 and name CB > 
(segxd 3A4 and resxd 344 and name N ) 
(segxd 3A4 and resid 344 and name O ) 
(segid 3A4 and xesid 345 and name C ) 
(segxd 3A4 and resid 345 and name CA ) 
(segxd 3A4 and resid 345 and name CB ) 
(segxd 3A4 and resid 345 and name N ) 
(segxd 3A4 and resid 345 and name O ) 
(segxd 3A4 and resxd 346 and name C ) 
(segxd 3A4 and resid 346 and name CA ) 



7.05 
16.63 
2.39 
1.45 
2.47 
2.81 
6.03 
6.28 
6.23 
7.70 
6.94 
4.26 
5.22 
5.56 



) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
J 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



34 and name CA 
34 and name CB 
34 and name N 

34 and name O 

35 and name CA 
35 and name N 
35 and name O 
38 and name C 

38 and name CB . 

39 and name CA 1 



,07 
.08 
.49 
.80 
.85 
.99 
6.66 
7.10 
6.13 
5.80 
5.05 
7.14 
5.83 
4.63 
5.28 
3.40 
6.83 
7.44 
6.08 
7.09 
7.20 



39 and name CB 
39 and name N 
42 and name CB 
33 and name CB 



(segxd 3A4 and resid 346 and name CB 
(segxd 3A4 and resxd 346 and name N ; 
(segxd 3A4 and resid 346 and name O ) 
(segxd 3A4 and resxd 347 and name N ) 
(segxd 3A4 and resxd 349 and name C ) 
(segxd 3A4 and resxd 349 and name CA ) 
(segxd 3A4 and resxd 349 and name CB ) 
(segxd 3A4 and resxd 349 and name N ) 
(segxd 3A4 and resxd 34 and name C ) 
(segxd 3A4 and resid 34 and name CA ) 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 

(segxd 3A4 and resxd 

(segxd 3A4 and resid 350 and name N ) 
(segxd 3A4 and resxd 35 and name C ) 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 

(segid 3A4 and resxd 

(segid 3A4 and resxd 340 and name O 
(segid 3A4 and resxd 341 and name C 
(segid 3A4 and resid 341 and name CA 
(segid 3A4 and resid 341 and name CB ) 



34 and name CB ) 
34 and name N ) 
34 and name O > 



35 and name CA ) 
35 and name N ) 

35 and name O ) 

36 and name N ) 
38 and name C ) 
38 and name CA ) 
38 and name CB ) 



39 and name CA 
39 and name CB 
39 and name N 



6.54 
7.11 
7.14 
7.06 
7.59 
3.02 
7.66 
4.88 
6.23 
6.57 
6.65 
3.96 
4.20 
4 .11 
5.07 
4.97 
5.36 
4.74 
4.15 
3.87 
3.32 
4.54 
5.90 
6.77 
6.56 
5.38 
6.79 
3.81 
2.80 
3.95 
2.27 
4.54 
6.43 
5.85 
5.69 
4.41 
5.28 
6.95 
6.58 
7.07 
6.29 
5.87 
5.35 
5.94 
1.24 
3.10 
2.43 
3.69 



0.19 
1.55 
0.03 
0.00 
0.03 
0.08 
0.15 
0.15 
0.22 
0.15 
0.22 
0.08 
0.10 
0.25 
0.12 
0.07 
0.23 
0.17 
0.25 
0.13 
0.23 
0.34 
0.38 
0.43 
0.29 
0.29 
0.12 
0.10 
0.10 
0.10 
0.12 
0.20 
0.19 
0.15 
0.27 
0.28 
0.21 
0.18 
0.21 
0.20 
0.11 
0.17 
0.14 
0.11 
0.21 
0.15 
0.13 
0.38 
0.31 
0.43 
0.19 
0.37 
0.50 
0.50 
0.43 
0.44 
0.42 
0.55 
0.42 
0.27 
0.20 
0.28 
0.10 
0.02 
0.08 
0.02 
0.15 
0.65 
0.23 
0.21 
0.20 
0.27 
0.24 
0.41 
0.37 
0.39 
0.40 
0.34 
0.37 
0.01 
0.10 
0.01 
0.03 



0.20 
1.55 
0.03 
0.01 
0.02 
0.08 
0.16 
0.16 
0.22 
0.14 
0.21 
0.09 
0.10 
0.24 
0.11 
0.07 
0.24 
0.18 
0.25 
0.12 
0.24 
0.35 
0.38 
0.43 
0.30 
0.29 
0.13 
0.09 
0.09 
0.10 
0.12 
0.20 
0.19 
0.14 
0.28 
0.27 
0.22 
0.17 
0.20 
0.20 
0.11 
0.17 
0.13 
0.12 
0.21 
0.16 
0.13 
0.37 
0.31 
0.44 
0.20 
0.36 
0.50 
0.50 
0.42 
0.45 
0.43 
0.54 
0.42 
0.27 
0.20 
0.28 
0.11 
0.03 
0.09 
0.01 
0.15 
0.66 
0.23 
0.20 
0.19 
0.27 
0.25 
0.40 
0.38 
0.39 
0.40 
0.34 



,37 
.01 
.11 
.02 



0.04 
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10 



30 



assign 
assign 
ass ign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
a99ign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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65 



70 
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80 



(segid 3A1 
(scgid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(seqid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and res id 340 
and res id 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340. 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and xesid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 340 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and tesid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and re&id 341 
and resid 341 
and resid 341 
and te*id 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 
and resid 341 



) 



and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 



and name N 
and name N 
and name N 
and name N 
and name N 
and name H 
and name N 
and name N 
and name N 
and name N 



and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
Bnd name 
and 

and name 
and name 
and name 
and name 
and name 
and name CA 
and name CA ) 
and name CA ) 
and name CA I 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 



(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
{segid 
(segid 
(segid 
(segid 
(segid 



3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and lesid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
.3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and res id 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 



341 and name CG ) 
341 and name N ) 

341 and name O ) 

342 and name C ) 
342 and name CA ) 
342 and name N ) 

342 and name O ) 

343 and name H ) 
340 and name C ) 

340 and name O ) 

341 and name C ) 
341 and name CA ) 
341 and name CB ) 
341 and name CG ) 
341 and name N ) 

341 and name O ) 

342 and name C ) 
342 and name CA ) 

342 and name N > 

343 and name CA ) 

343 and name CB ) 

344 and name CA ) 

344 and name CB ) 

345 and name CA ) 

345 and name CB ) 

346 and name CA ) 
346 and name CB ) 
389 and name CB > 
340 and name C ) 
340 and name CA ) 

340 and name O ) 

341 and name C ) 
341 and name CA ) 
341 and name CB > 
341 and name CG ) 
341 and name N ) 

341 and name O ) 

342 and name CA ) 
342 and name N ) 
341 and name C ) 
341 and name CA ) 
341 and name CB ) 
341 and name CG ) 
341 and name N ) 

341 and name 0 ) 

342 and name C } 
342 and name CA ) 
342 and name N ) 

342 and name O } 

343 and name N ) 
341 and name CB ) 
341 and name CG ) 

341 and name O ) 

342 and name C ) 
342 and name CA ) 



342 and name N 

342 and name O 

343 and name C 
343 and name CA 
343 and name CB 
343 and name N 

343 and name O 

344 and name N 
341 and name C 



341 and name CB ) 



341 and name CG 

341 and name O 

342 and name C 
342 and name CA 
342 and name N 

342 and name O 

343 and name CA 
34 3 and name CB 

343 and name N 
34 4 and name CA ) 

344 and name CB ) 

345 and name CA ) 
345 and name CB ) 
34 6 and name CA ) 
34 6 and name CB ) 
347 and name CA ) 
347 and name CB ) 
349 and name CB ) 



4.18 
1.33 
3.38 
6.29 
5.16 
4.02 
6.68 
7.06 
1.52 
2.39 
4.44 
3.82 
4.88 
5.20 
2.44 
4.42 
7.61 
6.48 
5.45 
9.48 
9.53 
12.95 
13.57 
15.61 
15.59 
18.95 
19.39 
17.82 
2.51 
1.46 
3.64 
4.94 
4.23 
4.91 
5.13 
2.78 
4.73 
7.17 
6.13 
3.19 
2.77 
4.20 
4.72 
2.26 
3.68 
6.09 
4.79 
3.73 
6.50 
6.94 
2.48 
3.81 
1.23 
3.26 
2.44 
1.33 
3.65 
6.50 
5.28 
5.62 
4.09 
6.75 
7.49 
1.52 
1.52 
2.52 
2.39 
4.52 
3.79 
2.41 
4.61 
6.53 
6.60 
5.46 
10.08 
10.56 
12.93 
13.18 
16.05 
16.29 
18.86 
19.24 
19.42 



0.17 
0.00 
0.11 
0.12 
0.15 
0.13 
0.13 
0.16 
0.00 
0.02 
0.09 
0.01 
0.04 
0.19 
0.01 
0.11 
0.09 
0.13 
0.11 
0.14 
0.17 
0.19 
0.26 
0.17 
0.34 
0.23 
0.28 
1.46 
0.01 
0.01 
0.02 
0.12 
0.04 
0.05 
0.22 
0.05 



0.16 
0.01 
0.11 
0.12 
0-15 
0.13 
0.13 
0.17 
0.01 



01 
08 
01 
.03 
,19 
.02 
0.10 
0.09 
0.14 
0.11 
0.15 
0.16 
0.18 
0.25 
0.16 
0.33 



13 
14 
.12 
.18 
.03 
.06 
0.22 
0.02 
0.21 
0.26 
0.29 
0.23 
0.22 
0.30 
0.04 
0.06 
0.01 
0.04 
0.02 
0.01 
0.06 
0.11 
0.11 
0.12 
0.10 
0.14 
0.12 
0.01 
0.01 
0.05 
0.01 
0.06 
0.02 
0.02 
0.12 
0.15 
0.20 
0.12 
0.16 
0.19 
0.22 
0.34 
0.26 
0.30 
0.28 
0.30 
0.27 



23 
28 
.46 
.02 
.00 
0.01 
0.11 
0.03 
0.04 
0.22 
0.04 
0.14 
0.14 
0.11 
0.19 
0.02 
0.0? 
0.22 
0.02 
0.22 
0.26 
0-30 
0.24 
0.22 
0.30 
0.03 
0.06 
0.01 
0.04 
0.01 
0.01 
0.07 
0.11 
0.11 
0.13 
0.11 
0.15 
0.12 
0.02 
0.02 
0.05 
0.02 
0.06 
0.02 
0.02 
0.11 
0.16 
0.20 
0.13 
0.16 
0.19 
0.23 
0.34 
0.25 
0.30 
0-28 
0.30 
0.28 



480 



assign (segid 3A4 and cesid 341 and name CA J 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB 
assign (segid 3A4 and resid 341 and name CB > 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB ) 
assxgn (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB > 
assign (segid 3A4 and resid 341 and name CB 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB > 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB ) 
assign (segid 3A4 and resid 341 and name CB 
assign (segid 3A4 and resid 341 and name CB 
assign (segid 3A4 and resid 341 and name CG 
assign (segid 3A4 and resid 341 and name CG 
assign (segid 3A4 and resid 341 and name CG 
assign (segid 3A4 and resid 341 and name CG 
assign (segid 3A4 and resid 341 and name CG 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name M 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name N 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name 0 
assign (segid 3A4 and resid 341 and name 0 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name O 
assign (segid 3A4 and resid 341 and name O 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name C 
assign (segid 3A4 and resid 342 and name C 
assign (segid 3A4 and resid 342 and name C 
assign (segid 3A4 and resid 342 and name C 
assign (segid 3A4 and resid 342 and name C 
60 assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA > 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
65 assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
70 assign (begid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
75 assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
80 assign (segid 3A4 and resad 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 
assign (segid 3A4 and resid 342 and name CA ) 



(segid 3A4 and resid 389 and name CB > 
(segid 3A4 and resid 341 and name CG ) 



IStttJiU 

(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name CA > 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



) 
) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

1 

) 

) 

) 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



iueyiw ««-»■« *-*< — 

(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and resid 343 and name CA ) 
( segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 34 6 and name CA ) 
(segid 3A4 and resid 346 and name CB \ 
(segid 3A4 and resid 347 and name CA > 
(segid 3A4 and resid 347 and name CB * 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 389 and name CB 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name CA 
(segid 3A4 and resid 342 and name N 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 343 and name N 
(segid 3A4 and resid 341 and name C 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 341 and name CG > 
Isegid 3A4 and re3id 341 and name O > 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resid 341 and name CB ) 
I segid 3A4 and resid 341 and name CG ) 
(segid 3A4 and resid 342 and name C ) 
(segid 3A4 and resid 342 and name CA J 
(segid 3A4 and resid 342 and name N ) 
(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and re3id 343 and name C ) 
(segid 3A4 and resid 343 and name CA > 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resid 343 and name O ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA > 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 343 and name M ) 
(segid 3A4 and resid 343 and name O ) 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 344 and name CA ) 



(segia otv* c**»* — — • — 

(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 34 4 and name N 
(segid 3A4 and resid 344 and name O 
(segid 3A4 and resid 345 and name N 
(segid 3A4 and resid 342 and name C 
(segid 3A4 and resid 342 and name O 
(segid 3A4 and resid 343 and name C 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resid 343 and name 0 ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and re3id 346 and name CB ) 
(segid 3A4 and resid 347 and name CA > 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and lesid 382 and name CB > 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 



17.65 
1.49 
4.77 
4.51 
3.23 
4.55 
6.46 
6.57 
5.68 
10.10 
10.60 
12.76 
13.04 
15.83 
16.00 
18.72 
19.20 
18.93 
18.19 
6.08 
5.82 
4.46 
5.71 
7.04 
2.44 
1.46 
2.47 
3.07 
2.76 
5.68 
1.80 
3.55 
5.93 
7.57 
6.46 
3.15 
4.53 
3.50 
2.80 
2.27 
4.13 
6.31 
5.12 
5.20 
3.96 
6.42 
7.42 
1.23 
3.48 
2.44 
3.48 
1.32 
3.97 
6.67 
5.60 
6.08 
4.33 
6.96 
7.54 
1.53 
2.41 
4.67 
3.80 
4.70 
2.42 
4.85 
6.75 
7.18 
5.61 
9.96 
10.31 
12.92 
13.27 
15.72 
15.99 
18.17 
17.81 
16.72 
18.37 
17.72 
18.30 
17.13 
17.51 



1.17 
0.03 
13 



1.17 
0.04 
0.13 
0.05 
0.05 
0.15 
0.26 
0.33 
0.22 
0.28 
0.28 
0.36 
0.43 
0.37 
0.40 
0.40 
0.40 
0.38 
1.12 
0.15 
0.06 
0.05 
0.22 
0.23 
0.02 
0.01 
0.03 
0.14 
0.05 
0.04 
0.03 
0.03 
0.09 
0.16 
0.13 
0.09 
0.10 
0.08 
0.03 
0.02 
0.12 
0.13 
0.15 
0.16 
0.13 
0.15 
0.13 
0.00 
0.06 
0.02 
0.08 
0.02 
0.11 
0.07 
0.10 
0.17 
0.08 
0.11 
0.12 
0.01 
0.02 
0.09 
0.02 
0.05 
0.03 
0.14 
0.10 
0.20 
0.06 
0.13 
0.31 
0.22 
0.29 
0.26 
0.28 
0.28 
0.20 
0.21 
0.53 
0.66 
0.63 
0.72 
0.87 



06 
,05 
.16 
.27 
.34 
.21 
0.28 
0.2B 
0.35 
0.43 
0.38 
0.39 
0.39 
0.40 
0.37 
1.12 
0.15 
0.06 
0.06 
0.22 
0.23 
0.01 
0.02 
0.02 
0.15 
0.04 
0.03 
0.03 
0.03 
0.09 
0.16 
0.13 
0.08 
0.09 
0.09 
0.04 
0.01 
0.13 
0.12 
0.14 
0.16 
0.14 
0.15 
0.13 
0.00 
0.07 
0.01 
0.08 
0.02 
0.11 
0.08 
0.10 
0.17 
0.07 
0.11 
0.11 
0.01 
0.01 
0.08 
0.02 
0.04 
0.02 
0.15 
0.11 
0.20 
0.08 
0.14 
0.32 
0.23 
0.29 
0.26 
0.29 
0.28 
0.20 
0.20 
0.S3 
0.66 
0.63 
0.71 
0.87 
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a3 ,xgn .segxd 3M and cesxd 342 and „« « , » and res.d 387 and jjjj. £ , 

as3l gn segxd 3A and resxd 3 2 and name CA ^ 

seaid 3A4 and resxd 342 and nane CR ) (segxd 3M and mid 389 and name CA 

{segxd 3M and resxd 342 and name CA ) (segxd 3A4 and resxd 389 and name CB ) 



assign 
assign 
assign 
assign 
assign 



taeyi" jn« qh« — — 

(segid 3A4 and resid 342 and name N 
assign (segid 3A4 and resid 342 and name N 
assign (segid 3A4 and resid 342 and name N 
assign (segid 3A4 and resid 342 and name H 
10 assign (segxd 3A4 and resid 342 and name N 
assign (segid 3A4 and resid 342 and name N 
assign (segid 3A4 and resid 342 and name N 
assign (segid 3A4 and resid 342 and name N 
assign (segid 3A4 and resid 342 and name N 
15 assign (segid 3A4 and resid 342 and name O 
assign (segid 3A4 and resid 342 and name O 
assign (segid 3A4 and resid 342 and name O 
assign (segid 3A4 and resid 342 and name O 
assign (segid 3A4 and resid 342 and name O 
20 assign (segid 3A4 and resid 342 and name O 
assign (segid 3A4 and resid 342 and name O 
assign (segid 3A4 and resid 342 and name 0 
assign (segid 3A4 and resid 342 and name O 
assign (segid 3A4 and resid 342 and name O 
25 assign (segid 3A4 and resid 342 and name O 
assign (segid 3A4 and resid 343 and name c 
assign (segid 3A4 and resid 343 and name C 
assign (segxd 3A4 and resid 343 and name C 
assign (segid 3A4 and resid 343 and name C 
30 assign (segid 3A4 and resid 343 and name C 
assign (segid 3A4 and resid 343 and name C 
assign (<segid 3A4 and xesid 343 and name C 
assign (segid 3A4 and resid 343 and name C 
assign (segid 3A4 and resid 343 and name C 
35 assign (segid 3A4 and resid 343 and name C 
assign (segxd 3A4 and resid 343 and name C 
assign (segid 3A4 and resid 343 and name C 
assign (segid 3A4 and resid 343 and name C 
assign (segid 3A4 and resid 343 and name CA 
40 assign (segid 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA ) 
assign (segid 3A4 and resid 343 and name CA > 
assign (segid 3A4 and resid 343 and name CA ) 
assign (segxd 3A4 and resid 343 and name CA (segid 3A4 
45 assign (segid 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA 
assign (segxd 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA ) 
50 assign (segid 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA ) 
assign (segid 3A4 and resid 343 and name CA ) 
assign (segid 3A4 and resid 343 and name CA ) 
55 assicm (segid 3A4 and resid 343 and name CA ) 
assig^l segxd 3A4 and resid 343 and name CA ) 
assign (segid 3A4 and resid 343 and name CA ) 
assxgn (segid 3A4 and resxd 343 and name CA 
assxgn (segxd 3A4 and resid 343 and name CA ) 
60 assign (segid 3A4 and resid 343 and name CA ) 
assign (segxd 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA ) 
alsxgn segid 3A4 and resid 343 and name CA > (segid 3A4 
assxgn segxd 3A4 and resid 343 and name CA ) segid 3A4 
65 assign isegxd 3A4 and resxd 343 and name CA segid 3A4 = _ ~ _ ^ ^ } 
assign (segxd 3A4 and resxd 343 and name CA segxd 3A4 ana ^ name CA ) 

assign (segid 3A4 and resid 343 and name CA segid 3A4 ana res 

assign (segid 3A4 and resid 343 and name CA segid 3A4 and resxd 384 a ^ ^ ^ 
assign (segxd 3A4 and xesid 343 and name CA segid 3A4 and re^ ^ ^ ^ 



) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



ja«y-"-u — — _ _ 

(segxd 3A4 and resxd 342 and name C ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 342 and name O ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resxd 343 and name CB ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resxd 343 and name O ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 343 and name CA ) 
tsegid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 343 and name N ) 
(segid 3A4 and resid 343 and name O ) 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 344 and name O ) 
(segid 3A4 and resid 345 and name N ) 
(segid 3A4 and resxd 343 and name CB ) 
(segid 3A4 and resid 343 and name O ) 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name N ) 
(segid 3A4 and resid 344 and name O ) 
(segid 3A4 and resid 345 and name C ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 345 and name N > 
(segid 3A4 and resid 345 and name O ) 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 343 and name C ) 
(segid 3A4 and resid 34 3 and name CB ) 
(segid 3A4 and resid 343 and name O ) 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 344 and name CA ) 
- and resid 344 and name CB ) 



11.52 
18.20 
17.92 
16.69 
15.25 
2.44 
1.46 
2.81 
5.87 
4.77 
5.47 
3.52 
6.17 
6.76 
3.92 
2.78 
3.82 
2.24 



68 
79 
.79 
.11 
.46 
.87 
.80 
2.50 
1.23 
3.36 
2.43 
3.50 
1.33 
3.92 
6.47 
5.33 
5.82 
4.09 
6.95 
7.17 
1.52 
1.55 



) 



) 



(segid 3A4 and resid 344 and name N 
(segid 3A4 and tesid 344 and name O 

■ and resid 345 and name C ) 
and resid 345 and name CA ) 
and resid 345 and name CB > 
and resid 345 and name N ) 
and resid 346 and name CA ) 
and resid 346 and name CB ) 
and resid 347 and name CA ) 
and resid 347 and name CB ) 
tseqxo end resid 348 and name CA J 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB 
and resid 350 and name CA ) 
and resid 350 and name CB ) 
isegxu ~v and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB ) 
and resid 353 and name CB ) 
and resid 382 and name CA ) 
and resid 382 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 



70 



75 



80 



39 
51 
79 
70 
42 
83 
70 
6.45 
6.86 
5.36 
9.58 
9.95 
12.37 
12.81 
14.90 
14.30 
13.21 
14.66 
14.02 
17.84 
19.12 
18.95 
17.80 
16.24 
14.92 
17.33 
17.60 
18.93 
.39 



1.00 
0.84 
0.85 
0.98 
1.00 
0.05 
0.02 
0.08 
0.11 
0.08 
0.09 
0.07 
0.15 
0.12 
0.10 
0.04 
0.15 
0.02 
0.13 
0.13 
0.16 
0.24 
0.13 
0.14 
0.16 
0.06 
0.01 
0.10 
0.02 
0.08 
0.00 
0.16 
0.13 
0.13 
0.26 
0.12 
0.14 
0.19 
0.01 
0.01 
O.02 
0.08 
0.03 
0.06 
0.02 
0.15 
0.12 
0.U 
0.26 
0.10 
0.17 
0. 
0. 
0 
0 
0 
0 
0 



assign isegxu - , — ~— - — — — — : 

assign (segid 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA 
assign (segid 3A4 and resid 343 and name CA } 
assign (segid 3A4 and resid 343 and name CA ) 
assign (segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 313 and name CA ) 
assign (segid 3A4 and resid 343 and name CA ) is«g*» name CB ■ 

assign (segid 3A4 and resxd 343 and name CA segxd 3A4 and res narae CA ) 

assxgn (segxd 3A4 and resxd 343 and name CA segid 3A4 and re ^ q 

assx?n (segid 3A4 and resid 343 and name CB segid 3A4 and te ^ ^ ^ j 

assign » S3 SSS 33 anS name S i S ^ - ~« - — <» 1 



assign 
assxgn 
assign 
assign 



fsegio MiH oiiw - — - ■ _ - 

segid 3A4 and resid 386 and name CA 14.76 
segid 3A4 and resxd 387 and name CA ) 15.24 
(segid 3A4 and resid 388 and narae CA ) 
(segid 3A4 and resxd 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resxd 389 and name CB 
(segid 3A4 and resxd 390 and name CA ) 
(segid 3A4 and xesid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 



16.59 
16.56 
15.17 
13.84 
16.77 
17.64 
18.79 
19.10 
15.25 
4.96 
4.60 
5.75 



1.01 
0.85 
0.86 
0.98 
1.00 
0.05 

o.oi 

0.07 
0.10 
0.09 
0.10 
0.08 
0.15 
0.12 
0.10 
0.04 
0.14 
0.02 
0.13 
0.13 
0.16 
0.23 
0.12 
0.15 
0.15 
0.05 
0.00 
0.10 
0.02 
0.08 
0.00 
0.15 
0.13 
0.13 
0.26 
0.11 
0.14 
0.18 
0.02 
0.00 
0.02 
0.07 
0.03 
0.06 
0.03 
0.16 
0.11 
0.10 
0.27 
0.10 
0.17 
0.27 
0.16 
0.21 
0.21 
0.23 
0.24 
0.55 
0.69 
0.39 
0.34 
0.40 
0.72 
0.47 
0.53 
0.38 
0.52 
0.56 
0.61 
0.66 
1.08 
0.94 
1.02 
0.95 
0.98 
0.97 
0.96 
0.77 
0.62 
1.72 
0.09 
0.09 
0.10 



27 
17 
.21 
.21 
.23 
.23 
.56 
0.69 
0.40 
0.33 
0.39 
0.71 
0.47 
0.53 
0.38 
0.52 
0.57 
0.62 
0.66 
1.08 
0.93 
1.01 
0.95 
0.99 
0.97 
0.97 
0.78 
0.62 
1.72 
0.08 
0.10 
0.10 



482 



assign (segid 3A4 end xesxd 343 and name CB 
assign segxd 3A4 and resxd 343 and name CB 
assign seg\d 3A4 and resxd 343 and name CB 
assxgn (segxd 3A4 and resxd 343 and name CB 
5 assxgn (segxd 3A4 and resxd 343 and name CB 
assxgn (segxd 3A4 and resxd 343 and name CB 
assign (segxd 3A4 and resxd 343 and name CB 
assign segxd 3A4 and resxd 343 and name CB 
assxgn se?id 3A4 and resxd 343 and name CB 
10 assxgn {segxd 3A4 and resxd 343 and name CB 
assxgn seg\d 3A4 and resxd 343 and name CB 
assign segxd 3A4 and resxd 343 and name CB 
assxgn seg\d 3A4 and resxd 343 and name CB 
assxgn seg\d 3A4 and resxd 343 and name CB 
15 assxgn (segxd 3A4 and resid 343 and name CB 
assxgn segxd 3A4 and resid 343 and name CB 
assign (segxd 3A4 and resxd 343 and name CB 
assign segxd 3A4 and resxd 343 and name CB ) 
assign segid 3A4 and resxd 343 and name CB 
20 assxgn segxd 3A4 and resxd 343 and name CB ) 
assign seixd 3A4 and resxd 343 and name CB 
aslig" segxd 3A4 and resxd 343 and name CB ) 
asaiyn \o^>* . , i onrt name CB 



25 



30 



assx£ segid Sa and 3« and name CB , 

assxln segid 3A4 and tesid 343 and name CB 

assign segid 3A4 and resxd 343 and name CB 

as«gn segxd 3A4 and resxd 343 and name CB 

assxgn segxd 3A4 and resxd 343 and name CB 

al"gn (segxd 3A4 and resxd 343 and name CB 

assign segxd 3A4 and resxd 343 and name CB 

assign segxd 3A4 and resxd 343 and name CB > 

assxgn <segxd 3*4 and resxd 343 and name CB 



assxgn (segxa jas ana t «»x« — 
assxgn (segxd 3A4 and resxd 343 and name CB 

w ^ . — M , j -a * -a =«h name CB \ 



40 



45 



assxan ( segxa -if*.** ~ -~ _„ 

assxgn segxd 3A4 and resxd 343 and name CB 
atsxgn segxd 3A4 and resxd 343 and name CB 
35 assign (segxd 3A4 and resxd 343 and name CB 
assxgn (segxd 3A4 and resxd 343 and name CB 
assxgn segxd 3A4 and resxd 343 and name CB 
(segxd 3A4 and resxd 343 and name N 
(segxd 3A4 and resxd 343 and name N 
(segxd 3A4 and resxd 343 and name N 
a^sxqn (segxd 3A4 and resxd 343 and name H 
assign segxd 3A4 and resxd 343 and name N 
assxgn segxd 3A4 and resxd 343 and name N 
assign segxd 3A4 and resxd 343 and name N 
assign segxd 3A4 and resxd 343 and name H 
assxgn (segxd 3A4 and resxd 343 and name N 
assxln (segxd 3A4 and resid 343 and name N 
assign (sogxd 3A4 and resxd 343 and name N 

a53iy ^ . - » i iai and name O 



assxgn 
assxgn 
assxgn 
assxgn 



(segid 3A4 and resxd 34 4 and name N ) 
(segxd 3A4 and resxd 344 and name O 
(segxd 3A4 and resxd 315 and name CA 
(segxd 3A4 and resxd 345 and name CB ) 
(segxd 3A4 and resxd 345 and name N ) 
(segxd 3A4 and resxd 34 6 and name CA ) 
(segxd 3A4 and resxd 346 and name CB 
(segxd 3A4 and resxd 347 and name CA ) 
(segxd 3A4 and resxd 347 and name CB ) 
(segxd 3A4 and resxd 348 and name CA > 
(segxd 3A4 and resxd 349 and name CA 
(segxd 3A4 and resxd 349 and name CB ) 
(segxd 3A4 and resxd 350 and name CA ) 
segxd 3A4 and resxd 350 and name CB 
(segxd 3A4 and resxd 351 and name CA ) 
(segid 3A4 and resxd 352 and name CA ) 
(segxd 3A4 and resxd 352 and name CB ) 
(segxd 3A4 and resxd 353 and name CA ) 
(segxd 3A4 and resxd 353 and name CB ) 
l&egxd 3A4 and resxd 381 and name CA ) 
(segxd 3A4 and resxd 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segxd 3A4 and resid 383 and name CA ) 
(segxd 3A4 and resid 384 and name CA 
(segxd 3A4 and resxd 384 and name CB ) 
(segxd 3A4 and resid 385 and name CA ) 
(segxd 3A4 and resxd 386 and name CA 
(segxd 3A4 and resid 387 and name CA ) 
(segxd 3A4 and resxd 388 and name CA ) 
(segxd 3A4 and resxd 388 and name CB ) 
(segxd 3A4 and resxd 389 and name CA 
(segxd 3A4 and resxd 389 and name CB ) 
(segxd 3A4 and resxd 390 and name CA 
(segxd 3A4 and tesxd 390 and name CB ) 
(segxd 3A4 and resxd 391 and name CA ) 
(segxd 3A4 and resxd 391 and name CB ) 
(segxd 3A4 and resxd 431 and name CA 
(segxd 3A4 and resxd 343 and name C 1 
(segid 3A4 and resxd 343 and name CA ) 
(segxd 3A4 and xesxd 343 and name CB 
(segid 3A4 and resxd 343 and name O ) 
(segxd 3A4 and resxd 34 4 and name C ) 
(segxd 3A4 and resxd 344 and name CA ) 
(segxd 3A4 and resxd 344 and name CB ) 
(segxd 3A4 and resxd 344 and name N ) 
(segxd 3A4 and resxd 344 and name O 

. . J int-l nanus 
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* assxgn 
assxgn 
assxgn 
assign 



assign i segxa j*v* aiiw* *•■«-->' — — — 

assxan (segxd 3A4 and resxd 343 and name 
assign segxd 3A4 and resxd 343 and name 
assxln segxd 3A4 and resxd 343 and name 
assxgn segid 3A4 and resxd 343 and name 
9 (segid 3A4 and resxd 343 and name 
(segxd 3A4 and resxd 343 and name 
(segxd 3A4 and re&xd 343 and name 
assign (segid 3A4 and resxd 343 and name 
assxgn (segxd 3A4 and resxd 343 and name 
assxgn (segid 3A4 and resxd 343 and name 
assxgn (segid 3A4 and resid 343 and name 
60 assxgn (segid 3A4 and xesxd 343 and name 
assxgn (segid 3A4 and rosxd 344 and name 
assxan (s4id 3A4 and resxd 344 and name C 
assxgn (segxd 3*4 and resxd 344 and name C 
assxgn (segid 3A4 and resxd 344 and name C 
65 assxgn segxd 3A4 and resxd 344 and name C 
assxgn (segxd 3A4 and resxd 344 and name C 
assxgn Uegxd 3A4 and resxd 344 and name C 
assxan (segxd 3A4 and resxd 344 and name C 
assxgn segxd 3A4 and resxd 344 and name C 
70 assxgn (segxd 3A4 and resxd 34 4 and name C 
assxgn segxd 3A4 and resxd 344 and name C 
assxgn (segxd 3A4 and resid 344 and name C 
assxln se^xd 3A4 and resid 344 and name C 
assxln segxd 3A4 and resid 344 and name CA 
75 assxgn (segxd 3A4 and resxd 344 and name CA 
assign segxd 3A4 and resid 344 and name CA 
assign segxd 3A4 and resid 344 and name CA 
assxgn (segxd 3A4 and resxd 344 and name CA 
assign isegxd 3A4 and resid 344 and name CA J 
80 assxgn (segxd 3A4 and resxd 344 and name CA ) 
assxgn {segid 3A4 and resxd 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA ) 
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(segxd 3A4 and resxd 345 and name CA ) 
(segid 3A4 and resxd 345 and name N ) 
(segxd 3A4 and resxd 343 and name CB ) 
(sen id 3A4 and resxd 344 and name C > 



(segid 3A4 and resxd 344 and name CA ) 



\ SCgiu Jn-* biiu " ' 

(segxd 3A4 and resxd 344 and name CB 
(segxd 3A4 and resid 344 and name N 
(segxd 3A4 and resid 344 and name O 
(segid 3A4 and resxd 345 and name C 
(segxd 3A4 and resxd 345 and name CA 
(segxd 3A4 and resxd 345 and name CB 
(segxd 3A4 and resid 345 and name N 
(segxd 3A4 and resid 345 and name O 
(segxd 3A4 and resid 346 and name N 
(segxd 3A4 and resid 344 and name CB 
(segxd 3A4 and resid 344 and name 0 
(segxd 3A4 and resxd 345 and name C 
(segxd 3A4 and resxd 345 and name CA ) 
(segxd 3A4 and resxd 345 and name CB ) 
(segxd 3A4 and resxd 345 and name N ) 
(segid 3A4 and resxd 345 and name O ) 
(segid 3A4 and resxd 346 and name C ) 
(segid 3A4 and resxd 346 and name CA ) 
(segid 3A4 and resxd 346 and name CB ) 
(segid 3A4 and resxd 346 and name N ) 
(segid 3A4 and resxd 346 and name O 
(segxd 3A4 and resxd 347 and name N ) 
(segxd 3A4 and resxd 344 and name C > 
(segxd 3A4 and resxd 344 and name CB ) 



(segxd 3A1 and resxd 344 and name O 
(segxd 3A4 and resxd 345 and name C 
(segxd 3A4 and resxd 345 and name CA 



( segxa .wv* ana i.%sa*« — - — ■ 
(&egxd 3A4 and rosxd 345 and name CB ) 



(segxd 3A4 and resxd 345 and name N 
(segxd 3A4 and resxd 345 and name O 
(segid 3A4 and resid 346 and name C 



f segxa i.^^*^ : 

(segid 3A4 and resid 34 6 and name CA ) 



3.35 
5.14 
6.37 
6.52 
5.53 
9.79 
10.25 
12-30 
12.76 
15.06 
14.33 
13.27 
14.30 
13.59 
17.57 
18.98 
18.93 
18.27 
17.34 
18.75 
15.74 
14.38 
17.13 
17.31 
18.58 
13.94 
13.96 
14.27 
15.13 
15.67 
14.61 
13.33 
16.21 
16.98 
18.48 
18.85 
16.21 
2.41 
1.46 
2.48 
2.79 
5.73 
4.74 
5.48 
3.49 
6.14 
1.65 
6.47 
3.06 
3.10 
2.77 
3.92 
2.25 
4.52 
6.48 
5.38 
5.65 
4.10 
6.17 
7.36 
2.52 
1.23 
3.30 
2.44 
3.59 
1.32 
4.00 
6.26 
5.06 
5.57 
3.8S 
6.98 
6.73 
1.51 
1.53 
2.38 
4.58 
3.83 
4.79 
2.46 
5.04 
7.50 
6.22 



0.08 
0.20 
0.12 
0.25 
0.13 
0.17 
0.28 
0.19 
0.26 
0.16 
0.25 
0.23 
0.61 
0.74 
0.47 
0.42 
0.46 
0.68 
0.80 
0.79 
0.56 
0.62 
0.48 
0.63 
0.69 
0.70 

0. 74 
1.16 
1.08 

1. n 

1.09 
1.12 
1.09 
1.08 
0.89 
0.74 
1.72 
0.04 
0.01 
0.02 
0.08 
0.08 
0.05 
0.10 
0.03 
0.14 
0.13 
0.11 
0.05 
0.20 
0.02 
0.17 
0.02 
0.26 
0.26 
0.30 
0.44 
0.23 
0.22 
0.32 
0.03 



0.07 
0.21 
0.12 
0.26 
0.12 
0.17 
0.28 
0.20 
0.25 
0.17 
0,24 
0.24 



62 
,73 
.47 
.42 
.46 
.61 
0.79 
0-79 
0.57 
0.63 
0.49 
0.64 
0.69 
0.71 
0.73 
1.16 
1.08 
1.16 
1.09 
1.13 
1.09 
1.08 
0.90 
0.73 
1.71 
0.04 
0.01 
0.02 
0.08 
0.08 
0.04 
0.11 
0.03 
0.13 
0.13 
0.10 
0.06 
0.20 
0.03 
0.17 
0.01 
0.26 
0.26 
0.29 
0.44 
0.23 
0.22 
0.32 
0.04 
0.01 
0.11 
0.02 
0.08 
0.01 
0.17 
0.11 
0.14 
0.22 
0.11 
0.12 
0.15 
0.02 
0.03 
0.01 
0.09 
0.03 
0.10 
0.03 
0.17 
0.14 
0.20 



01 
,10 
.01 
,08 
.01 
.17 
0.11 
0.14 
0.23 
0.11 
0.12 
0.15 
0.01 
0.03 
0.02 
0.08 
0.02 
0.09 
0.04 
0.18 
0.15 
0.19 
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60 



assagn (segid 3A4 and resid 344 and name CA J 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and re*id 34 4 and name CA ) 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign tsegid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA ) 
assign (segid 3A4 and resid 344 and name CA 
assign segid 3A4 and resid 344 and name CA 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB J 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 end resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB 
assign (segid 3A4 and resid 344 and name CB i 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (3egid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name CB ) 
assign (segid 3A4 and resid 344 and name N * 
assign (segid 3A4 and resid 344 and narao N 
assign (segid 3A4 and resid 344 and name N 
assign (segid 3A4 and resid 344 and name N 
assign (segid 3A4 and resid 344 and name N 
assign (segid 3A4 and resid 344 and name M 



(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA > 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA > 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 end resid 389 and name CA ) 



0.32 
0.15 
0.15 
0.21 
0.27 
0.25 
0.28 



(segia jai i. — - - 

(segid 3A4 and resid 389 and name CB 
(segid 3A4 and resid 390 and name CA 
(segid 3A4 and resid 390 and name CB 
(segid 3A4 and resid 391 and name CA 
(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 429 and name CA 
(segid 3A4 and resid 430 and name CA 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
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70 



75 



80 



(segia jh« 

(segid 3A4 and resid 431 and name CA 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name CA 
tsegid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name N 
(segid 3A4 and resid 345 and name 0 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 346 and name N > 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB J 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
tsegid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
segid 3A4 and resid 390 and name CB ) 
( segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
( segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA > 
(segid 3A4 and resid 430 and name CA > 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 

> (segid 3A4 and resid 344 and name C ) 
l (segid 3A4 and resid 344 and name CA ) 

(segid 3A4 and resid 344 and name CB ) 
j (segid 3A4 and resid 344 and name 0 ) 
1 (segid 3A4 and resid 345 and name C ) 

> (segid 3A4 and resid 345 and name CA J 



6.67 
5.17 
9.21 
9.63 
11.44 
11.28 
10.32 
12.11 
11.56 
14.95 
16.23 
15.93 
16.32 
15.68 
16.82 
13.79 
12.59 
14.38 
15.10 
16.53 
12.30 
13.51 
14.83 
16.47 
16.75 
14.49 
13.22 
15.40 
16.32 
16.90 
16.95 
15.66 
13.04 
11.98 
15.99 
5-15 
4.77 
5.95 
3.53 
5.55 
6.29 
6.48 
5.49 
9.55 
10.02 
11.32 
11.19 
10.19 
12.47 
12.08 
15.19 
16.21 
15.77 
16.50 
15.98 
17.44 
14.51 
13.37 
14.83 
15.76 
17.22 
13.21 
14.69 
16.16 
17.78 
18.09 
15.63 
14.35 
16.44 
17.40 
17.70 
17.66 
17.03 
14.60 
11.99 
11.27 
15.32 
2.40 
1.46 
2.42 
2.83 
5.67 
4.67 



0.31 
0.15 
0.15 
0.22 
0.27 
0-25 
0.28 
0.43 
0.62 
0.32 
0.21 
0.31 



44 
61 
32 
21 
32 
.38 
.53 
.56 
.37 
0.43 
0.30 
0.14 
0.47 
0.56 
0.55 
0.97 
0.73 
0.79 
0.72 
0-72 
0.83 
0.85 
0.62 
0.49 
1.56 
2.18 
1.69 
0.78 
0.11 
0.03 
0.05 
0.03 
0.25 
0.22 
0.40 
0.17 
0.11 
0.19 
0.31 
0.37 
0.43 
0.48 
0.63 
0.2B 
0.30 
0.40 
0-49 
0.64 
0.51 
0.31 
0.38 
0.23 
0.43 
0.45 
0.56 
0.54 
0.95 
0.71 
0.75 
0.75 
0.75 
0.86 
0.86 
0.66 
0.53 
1.44 
1.52 
2.12 
1.53 
0.80 
0.03 
0.02 
0.06 
0.06 
0.10 
0.07 



39 
53 
56 
.37 
,43 
.30 
.44 
.46 
.57 
.56 
.97 
0.72 
0.80 
0.71 
0.72 
0.82 
0.85 
0.62 
0.48 
1.57 
2.17 
1.69 
0.79 
0.12 
0.04 
0.05 
0.03 
0.26 
0.23 
0.40 
0.18 
0.11 
0.19 
0.31 
0.37 
0.43 
0.48 
0.63 
0.29 
0.30 



,41 
50 
64 
51 
32 
,38 
.24 
.43 
0.45 
0.56 
0.53 
0.96 
0.71 
0.76 
0.75 
0.76 
0.85 
0.86 
0.66 
0.52 
1.43 
1.52 
2.13 
1.54 
0.80 
0.02 
0.01 
0.06 
0.06 
0.10 
0.06 
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assign (segid 3A4 and resid 344 and name N 
assign (segid 3A4 and resid 344 and name N 
assign (segid 3A4 and resid 344 and name N 
assign (segid 3A4 and resid 34 4 and name N 
assign <segid 3A4 and resid 344 and name N 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 344 and name O 
assign (segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and cesid 345 and name C 
(segid 3A4 and resid 345 and name C 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA J 
assign (segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CA ) 



(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 345 and name N ) 
(segid 3A4 and resid 345 and name O ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name H ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name C ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 345 and name N ) 
(segid 3A4 and resid 345 and name 0 ) 
(segid 3A4 and resid 346 and name C ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 346 and name N 
(segid 3A4 and resid 346 and name 0 
(segid 3A4 and resid 347 and name N 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name 0 
(segid 3A4 and resid 346 and name C 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 34 6 and name 0 ) 
(segid 3A4 and resid 347 and name C ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 34*7 and name N ) 
(segid 3A4 and resid 347 and name O ) 
(segid 3A4 and resid 348 and name C ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 349 and name C ) 
(segid 3A4 and resid 349 and name CA > 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 349 and name N 1 
(segid 3A4 and resid 350 and name N 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name O 
(segid 3A4 and resid 346 and name C 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 34 6 and name CB ) 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 346 and name O ) 
(segid 3A4 and resid 347 and name C ) 
(segid 3A4 and resid 347 and name CA ) 
( segid 3A4 and resid 347 and name CB 1 
(segid 3A4 and resid 347 and name N 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 348 and name H 
isegid 3A4 and resid 34 9 and name CA 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 356 and name CA ) 
I segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA 



0.14 
0.07 
0.18 
0.14 
0.10 
0.09 
0.19 
0.05 
0.12 
0.04 
0.21 
0.23 
0.25 
0.31 
0.20 
0.19 
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assign 
assign 
assign 
assign 



assign |se^xu jutvt anu * 

assign (segid 3A4 and resid 345 and name CA ) 
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assign 
assign 
assign 
assign 
assign 
assign 



isegia a/w ana ma-iw -»■■•' »— — w — 

(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CA 



assign isegiu ana r«aiu ohu — 

assign (segid 3A4 and resid 345 and name CA 



(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name CB 
segid 3A4 and resid 361 and name CA 
segid 3A4 and resid 361 and name CB 
segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name CA 
(segid 3A4 and resid 382 and name CB 
segid 3A4 and resid 383 and name CA 
segid 3A4 and resid 384 and name CA 
* d 3R4 and resid 384 and name CB 
segid 3A4 and resid 385 and name CA 
segid 3A4 and resid 386 and name CA 
segid 3A4 and resid 387 and name CA 
segid 3A4 and resid 388 and name CA 
segid 3A4 and resid 388 and name CB ) 



5.47 
3.42 
6.26 
7.38 
6.21 
3.01 
3.55 
2.74 
4.01 
2.21 
4.48 
6.17 
4.95 
5-19 
3.72 
6.72 
6.86 
2.50 
1.23 
3.19 
2.43 
3.62 
1.33 
4.05 
5.88 
4.75 
5.39 
3.51 
6.78 
7.71 
7.41 
6.13 
7.87 
7.51 
6.91 
6.89 
7.19 
1.52 

I. 53 
2.40 
4.54 
3.80 
4-76 
2.42 
5.20 
7.20 
5.99 
6.58 
4.88 
8.83 
7.56 
8.62 
7.90 
8.68 
7.95 

II. 58 
13.26 
13.20 
13.26 
12.49 
16.99 
17.73 
17.31 
16.72 
16.50 
15.12 
17.95 
17.19 
18.17 
17.00 
19.36 
19.68 
13.20 
10.30 

9.02 
11.37 
12.39 
13.79 
9.53 
10.65 
12.48 
14.76 
15.29 



0.14 

0.08 

0.17 

0.14 

0.10 

0.08 

0.18 

0.05 

0.12 

0.04 

0.22 

0.23 

0.26 

0.31 



26 
05 
.02 
.04 
.01 
.04 
.01 
.14 
0.08 
0.11 
0.15 
0.11 
0.12 
0.14 
0.14 
0.15 
0.05 
0.14 
0.17 
0.15 
0.18 
0.01 
0.02 
0.02 
0.05 
0.03 
0.0T 
0.03 
0.11 
0.13 
0.17 
0.23 
0.15 
0.11 
0.13 
0.14 



20 
19 
27 
04 
01 
,05 
.01 
.05 
.00 
.14 
.09 
0.11 
0.15 
0.10 
0.13 
0.13 
0.14 
0.15 
0.06 
0.13 
0.17 
0.15 
0.16 
0.02 



18 
0.41 
0.61 
0.42 
0.18 
0.23 
0.25 
0.38 
0.24 
0.18 
0.64 
0.83 
0.54 
0.53 
0.40 
0.41 
0.09 



.14 
.14 
.14 
.61 
.40 
.43 
0.35 
0.34 
0.35 
0-39 
0.24 
0.82 
0.68 
0.84 



02 
01 
04 
,02 
.07 
.03 
0.12 
0.13 
0.18 
0.24 
0.15 
0.11 
0.13 
0.14 
0.17 
0.41 
0.62 
0.43 
0.18 
0.23 
0.26 
0.39 
0.23 
0.18 
0.64 
0.82 
0.54 
0.54 
0.40 
0.42 
0.10 
0.14 
0.14 
0.15 
0.61 
0.40 
0.42 
0.36 
0.34 
0.35 
0.38 
0.24 
0.83 
0.67 
0.84 
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asaxgn (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
assign Isegid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
5 assign (segid 3A4 and resid 345 and name CA 
assign <segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA 
assign (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
10 assign (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA 
assign Isegid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA ) 
assign (segid 3A4 and resid 345 and name CA 
15 assign (segid 3A4 and resid 345 and name CA 
assign (segid'3A4 and resid 345 and name CB > 
assign (segid 3A4 and resid 345 and name CB 
assign {segid 3A4 and resid 345 and name CB 
assign {segid 3A4 and resid 345 and name CB 
20 assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign {segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
25 assign (segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and res id 345 and name CB 



13.06 
12.05 
13.20 
13.89 
14.92 
14.85 
18.47 
19.03 
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assign 
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5.12 
4.77 
5.92 
3.53 
5.73 



(BtjyiU ^~k-m - - 

(segid 3A4 and resid 345 and name CB ) 
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50 



55 



< acvj j-vj *M-»-m 

(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name CB 
assxgn (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB _ 
assign (segid 3A4 and resid 345 and name CB ) 
assign (segid 3A4 and resid 345 and name CB ) 
assign (segid 3A4 and resid 345 and name CB ) 
assign (segid 3A4 and resid 345 and name CB J 
assign (segid 3A4 and resid 345 and name CB J 
assign (segid 3A4 and resid 345 and name CB ) 



(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB J 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB J 
[segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 394 and name CA ) 18.75 
(segid 3A4 and resid 394 and name CB ) 18.02 
(segid 3A4 and resid 429 and name CA ) 16-22 
(segid 3A4 and resid 430 and name CA ) 13.92 
(segid 3A4 and resid 431 and name CA ) 12 .52 
(segid 3A4 and resid 433 and name CA ) 15.35 
(segid 3A4 and resid 434 and name CA ) 18.62 
(segid 3A4 and resid 346 and name C ) 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 346 and name N 
(segid 3A4 and resid 346 and name O 
(segid 3A4 and resid 347 and name C 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 347 and name N 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
( segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 



0.44 
0.46 
0.49 
0.55 
0.39 



0.44 
0.46 
0.49 
0.55 
0.38 
0.32 
0.41 
0.45 
0.42 
0.49 
1.38 
2.09 
1.68 
0.55 
0.83 
0.17 



assign (segid 3A4 and resid 345 and name U3 segxu ~» =»- ™d „ 3 and na me CA 
assign (segid 3A4 and resid 3 5 and name CB segid 3A4 and resid 3^ ^ ^ 



assign (segid 3A4 and resid 345 and name CB ) 
assign (segid 3A4 and resid 345 and name CB ) 
assign (segid 3A4 and resid 345 and name CB ) 
assign (segid 3A4 and resid 345 and name CB ) 
assign (segid 3A4 and resid 345 and name CB ) 
assign (segid 3A4 and resid 345 and name CB ) 



60 



assign \ acyiu -"-»"■ - — --- - 

assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 



65 



assign (segid 3A4 and resid 345 and name CB ) 



assign *■*•"- — 

assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
assign (segxd 3A4 and resid 345 and name CB 
assign (segid 3A4 and resid 345 and name CB 
70 assign (segid 3A4 and resid 345 and name N 
assign (segid 3A4 and resid 345 and name N 
assign (segid 3A4 and resid 345 and name N 
assign (segid 3A4 and resid 345 and name N 
assign (segid 3A4 and xesid 345 and name N 
75 assign (segid 3A4 and resid 345 and name N 
assign (segid 3A4 and resid 345 and name N 
assign (segid 3A4 and resid 345 and name N 
assign (sogid 3A4 and resid 345 and name N 
assign (segid 3A4 and resid 345 and name M 
80 assign (segid 3A4 and resid 345 and name N 
assign (segid 3A4 and resid 345 and. name N 
assign (segid 3A4 and resid 345 and name O 
assign (segid 3A4 and resid 345 and name 0 



_ ^ _ _ _ . . > 

(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 



(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB 
(segid 3A4 and resid 345 and name 0 
(segid 3A4 and resid 346 and name C 
(segid 3A4 and resid 34 6 and name CA . 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 34 6 and name O ) 
(segid 3A4 and lesid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 347 and name N ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name C ) 



7.40 
6.03 
6.42 
5.20 
9.32 
9.30 
8.73 
8.79 
7.85 
11.61 
13.64 
13.72 
13.55 
12.67 
17.28 
18.12 
17.37 
16.77 
16.32 
14.91 
17.91 
17.18 
18.49 
17.35 
12.60 
9.54 
8.23 
30.85 
11.55 
12.89 
8.45 
9.32 
11.05 
13.35 
13.89 
11.80 
10.84 
11.96 
12.60 
13.89 
13.91 
17.40 
17.97 
18.92 
17.83 
17.05 
14.81 
13.10 
15.91 
2.42 
1.46 
2.44 
2 



98 
5.57 
4.57 



.41 

.33 



5 
3 

6.36 
7.07 
7.52 
5.86 
2.91 
3.29 



33 
41 
45 
,43 
48 
.37 
.09 
.68 
0.54 
0.82 
0.17 
0.11 
0.10 
0.10 
0.16 
0.28 
0.32 
0.40 
0.28 
0.19 
0.18 
0.23 
0.49 
0.72 
0.66 
0.34 
0.28 
0.30 
0.35 
0.28 
0.28 
0.57 
0.75 
0.47 
0-47 
0.51 
0.56 
0.32 
0.26 
0.74 
0.60 
0.61 
0.61 
0.55 
0.56 
0.51 
0.25 
0.83 
0.69 
0.87 
0.47 
0-SO 
0.55 
0.60 
0.49 
0.46 
0.52 
0.56 
0.46 
0.58 
0.60 
2.11 
1.81 
0.61 
0.04 
0.01 
0.04 
0.08 
0.11 
0.14 
0.21 
0.14 
0.18 
0.15 
0.20 
0.11 
0.03 
0.11 



12 
10 
11 
16 
.27 
.32 
0.40 
0.28 
0.19 
0.19 
0.23 
0.49 
0.71 
0.65 
0.33 
0.28 
0.30 
0.35 
0.28 
0.28 
0.56 
0.74 
0.48 
0.46 
0.50 
0.56 
0.32 
0.26 
0.75 
0.60 
0.62 
0.60 
0.54 
0.55 
0.52 
0.25 
0.82 
0.69 
0.88 
0.47 
0.50 
0.55 
0.61 
0.49 
0.45 
0.52 
0.55 
0-45 
0.57 
0.59 
2.10 
1.81 
0.62 
0.04 
0.00 
0.04 
0.07 
0.11 
0.15 
0.21 
0.13 
0.18 



14 
.19 
.11 
.03 
.12 
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13.35 
11.82 
12.13 
14.87 
17.94 
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0.55 
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0.30 
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.46 
4.55 
3.22 
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0.63 
0.55 
0.38 
0.29 
0.39 
0.31 
0.37 
0.46 
0.29 
0.43 
0.27 
0.28 
0.37 
0.43 
0.42 
0.44 
0.42 
0.42 
0.44 
0.44 
0.47 
0.45 
0.47 
0.45 
0.45 
0.34 
0.46 
0.33 
0.49 
0.49 
0.57 
0.39 
0.52 
0.52 
0.40 
0.44 
0.60 
0.58 
0.54 
0.73 
0.74 
0.92 
0.90 
0.99 
0.86 
0.90 
0.63 
0.56 
0.67 
0.69 
0.67 
0.69 
0.70 
0.59 
0.70 
0.59 
0.56 
0.59 
0.41 
0.43 
0.83 
1.24 
1.17 
1.88 
1.46 
0.39 
0.95 
0.81 
0.11 
0.09 
0.07 
0.14 
0.18 
0.16 
0.21 
0.15 
0.35 
0.43 
0.26 
0.71 
0.59 
0.45 
0.37 



32 
.38 
.45 
.30 
.44 
.26 
.28 
0.37 
0.43 
0.42 
0.45 



.34 
.86 
.82 
.35 
.66 
.41 
.64 
.96 
.15 
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42 
44 
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0.44 
0.34 
0.45 
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0.49 
0.49 
0.57 
0.39 
0.52 
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0.44 
0.61 
0.59 
0.55 
0.73 
0.74 
0.92 
0.90 
0.99 
0.85 
0.91 
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0.57 
0.67 
0.69 
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0.69 
0.59 
0.71 
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0.59 
0.41 
0.43 
0.83 
1.24 
1.18 
1.87 
1.45 
0.38 
0.95 
0.81 
0.11 
0.08 
0.08 
0.13 
0.18 
0.16 
0.20 
0.14 
0.35 
0.43 
0.26 
0.71 
0.59 
0.44 
0.37 
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0.42 
0.51 
0.33 
0.46 
0.30 
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0.41 
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assign (segid 3A4 and resid 347 and name N ) 
assign (segid 3A4 and resid 347 and name N ) 
assign (segid 3A4 and resid 347 and name N ) 
assign (segid 3A4 and resid 347 and name O ) 
assign (segid 3A4 and resid 347 and name 0 ) 
assign (segid 3A4 and tesjd 347 and name O ) 
assign (segid 3A4 and resid 347 and name 0 ) 
assign (segid 3A4 and resid 347 and name O ) 
assign (segid 3A4 and resid 347 and name O ) 
assign (segid 3A4 and resid 347 and name 0 j 
assign (segid 3A4 and lesid 347 and name o ) 
assign {segid 3A4 and resid 347 and name O j 
assign (segid 3A4 and resid 347 and name O ] 
assign (segid 3A4 and resid 347 and name O ) 
assign (segid 3A4 and resid 347 and name O j 
assign (segid 3A4 and resid 347 and name O ] 
assign (segid 3A4 and resid 347 and name O j 
assign (segid 3A4 and resid 347 and name O ] 
assign (segid 3A4 and resid 347 and name O : 
assign (segid 3A4 and resid 347 and name 0 ; 
assign (segid 3A4 and resid 347 and name O j 
assign (segid 3A4 and resid 347 and name 0 1 
assign (segid 3A4 and resid 347 and name 0 
assign (segid 3A4 and resid 347 and name 0 
assign (segid 3A4 and resid 347 and name O 
assign (segid 3A4 and resid 347 and name 0 
assign (segid 3A4 and resid 347 and name O 
assign (segid 3A4 and resid 347 and name O 
assign (segid 3A4 and resid 347 and name O 
assign (segid 3A4 and resid 34 7 and name O 
assign (segid 3A4 and resid 347 and name o 
assign (segid 3A4 and resid 347 and name O 
assign (segid 3A4 and resid 347 and name O 
assign (segid 3A4 and xesid 347 and name O 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 346 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name C 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 
assign (segid 3A4 and resid 348 and name CA 



(segid 3A4 and resid 382 and name C ) 6.83 0.43 0.43 

(segid 3A4 and resid 38? and name CB ) 6.44 0.50 0.49 

(segid 3A4 and resid 382 and name O ) 6.05 0.45 0.45 

(segid 3A4 and resid 347 and name CB ) 3.25 0.04 0.05 

(segid 3A4 and resid 348 and name C ■) 2.93 0.13 0.12 

(segid 3A4 and resid 348 and name CA ) 2*76 0.05 0.05 

(segid 3A4 and resid 348 and name N ) 2.24 0.04 0.04 

(segid 3A4 and resid 348 and name O ) 3.47 0.18 0.17 

(segid 3A4 and resid 349 and name C ) 4.03 0.19 0.20 

(segid 3A4 and resid 349 and name CA ) 4.28 0.20 0.20 

(segid 3A4 and resid 349 and name CB ) 5.27 0.21 0.21 

(segid 3A4 and resid 349 and name N ) 3.34 0.17 0.17 

(segid 3A4 and resid 349 and name O ) 4.99 0.21 0.21 

(segid 3A4 and resid 350 and name C ) 4.01 0.42 0.41 

(segid 3A4 and resid 350 and name CA ) 3.79 0.23 0.23 

(segid 3A4 and resid 350 and name CB ) 3.64 0.17 0.17 

(segid 3A4 and resid 350 and name N ) 3.26 0.22 0.23 

(segid 3A4 and resid 350 and name O ) 5.17 0.41 0.42 

(segid 3A4 and resid 351 and name C ) 5.30 0.53 0.53 

(segid 3A4 and resid 351 and name CA ) 4.20 0.60 0.59 

(segid 3A4 and resid 351 and name N ) 3.26 0.50 0.50 

(segid 3A4 and resid 351 and name 0 ) 6.35 0.56 0.57 

(segid 3A4 and resid 352 and name CA > 6.68 0.43 0.42 

(segid 3A4 and resid 352 and name CB ) 6.83 0.35 0.35 

(segid 3A4 and resid 352 and name CG ) 6.69 0.21 0.21 

(segid 3A4 and resid 352 and name N ) 5.37 0.47 0.46 

(segid 3A4 and resid 381 and name C ) 6.83 0.64 0.63 

(segid 3A4 and resid 382 and name C > 5.45 0.77 0.77 

(segid 3A4 and resid 382 and name CA ) 5.73 0.75 0.74 

(segid 3A4 and resid 382 and name CB ) 5.26 0.77 0.77 

(segid 3A4 and resid 382 and name N > 5.64 0.66 0.66 

(segid 3A4 and resid 382 and name O ) 5.29 0.75 0.74 

(segid 3A4 and resid 383 and name CA ) 6.16 0.68 0.67 

(segid 3A4 and resid 383 and name N ) 5.90 0.74 0.73 

(segid 3A4 and resid 348 and name O ) 1.24 0.01 0.01 

(segid 3A4 and resid 349 and name C ) 3.09 0.06 0.05 

(segid 3A4 and resid 349 and name CA ) 2.44 0.02 0.03 

(segid 3A4 and resid 349 and name CB ) 3.71 0.02 0.01 

(segid 3A4 and resid 349 and name N ) 1.34 0.01 0.01 

(segid 3A4 and resid 349 and name O ) 3.95 0.10 0.10 

(segid 3A4 and resid 350 and name C ) 4.73 0.20 0.19 

(segid 3A4 and resid 350 and name CA ) 4.57 0.11 0.11 

(segid 3A4 and resid 350 and name CB ) 5.28 0.08 0.08 

(segid 3A4 and resid 350 and name N ) 3.37 0.11 0.11 

(beg id 3A4 and resid 350 and name O ) 5.82 0.22 0.22 

(segid 3A4 and resid 351 and name C ) 5.08 0.30 0.29 

(segid 3A4 and resid 351 and name CA ) 4.78 0.32 0.32 

(segid 3A4 and resid 351 and name N ) 4.01 0.23 0.24 

(segid 3A4 and resid 351 and name O ) 6.11 0.33 0.34 

(segid 3A4 and resid 352 and name C ) 6.30 0.36 0.36 

(segid 3A4 and resid 352 and name CA ) 5.41 0.27 0.27 

(segid 3A4 and resid 352 and name CB ) 4.95 0.23 0.23 

(segid 3A4 and resid 352 and name CG ) 4.74 0.08 0.07 

(segid 3A4 and resid 352 and name N ) 4.56 0.29 0.29 

(segid 3A4 and resid 352 and name O ) 7.08 0.42 0.42 

(segid 3A4 and resid 353 and name CA ) 7.64 0.38 0.37 

(segid 3A4 and resid 353 and name N ) 6.50 0.33 0.34 

(segid 3A4 and resid 348 and name C ) 1.53 0.01 0.01 

(segid 3A4 and resid 348 and name O ) 2.42 0.03 0.03 

(segid 3A4 and resid 349 and name C ) 4.47 0.06 0.06 

(segid 3A4 and resid 349 and name CA ) 3.82 0.03 0.04 

(segid 3A4 and resid 349 and name CB ) 4.86 0.03 0.03 

(segid 3A4 and resid 349 and name N ) 2.45 0.03 0.03 

(segid 3A4 and resid 34 9 and name O > 5.41 0.11 0.10 

(segid 3A4 and resid 350 and name C ) 5.70 0.29 0.29 

(segid 3A4 and resid 350 and name CA ) 5.56 0.16 0.16 

(segid 3A4 and resid 350 and name CB ) 5.93 0.17 0.18 

(segid 3A4 and resid 350 and name H > 4.46 0.12 0.13 

(segid 3A4 and resid 350 and name O ) 6.84 0.30 0.30 

(segid 3A4 and resid 351 and name C ) 5.96 0.44 0.44 

(segid 3A4 and resid 351 and name CA ) 5.45 0.48 0.48 

(segid 3A4 and resid 351 and name N ) 4.82 0.36 0.36 

(segid 3A4 and resid 352 and name CA ) 6.62 0.38 0.38 

(segid 3A4 and resid 352 and name CB J 6.16 0.38 0.37 

(segid 3A4 and resid 352 and name CG I 5.66 0.20 0.21 

(segid 3A4 and resid 352 and name N 1 5.70 0.40 0.40 

(segid 3A4 and resid 353 and name CA ) 9.03 0.38 ,0.38 

(segid 3A4 and resid 353 and name CB ) 9.3 8 0.28 0.29 

(segid 3A4 and resid 354 and name CA) 12.39 0.45 0.45 

(segid 3A4 and res id 354 and name CB ) 13.19 0.57 0.56 

(segid 3A4 and resid 355 and name CA ) 14.30 0.23 0.23 

(segid 3A4 and resid 355 and name CB ) 14.49 0.30 0.30 

(segid 3A4 and resid 356 and name CA ) 12.93 0.25 0.25 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 348 and name CA > 
assign (segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3a 4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and res id 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 34 B and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA > 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
assign (segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 346 and name CA > 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
• (segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 34 6 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name M ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N > 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and rasid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name N ) 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 348 and name O > 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 348 and name 0 ) 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 348 and name 0 ) 
(segid 3A4 and resid 346 and name O ) 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 348 and name O ) 
(segid 3A4 and resid 348 and name O ) 



(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 3S7 and name CA ) 
(begid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 358 and name CA > 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 



(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA > 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 17.54 
(segid 3A4 and resid 365 and name CB ) 18.48 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 



11.79 
12.48 
11.25 
15.16 
16.54 
14.69 
15.84 
10.92 
10.13 
11.32 
11.81 
14.08 
15.27 
14.19 
14.46 
16.50 
16.80 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign • 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign , 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



9.28 
8.17 
7.88 
7.53 
10.83 
12.10 
10.53 
13.11 
16.45 
17.02 
16.53 
15.20 
15.62 
15.39 
14.49 
16.80 

(segid 3A4 and resid 394 and name CB ) 16.34 



(segid 3A4 and resid 384 and name CB 

(segid 3A4 and resid 385 and name CA 

(segid 3A4 and resid 386 and name CA 

(segid 3A4 and resid 387 and name CA 

(segid 3A4 and resid 389 and name CA 

(segid 3A4 and resid 389 and name CB 

(segid 3A4 and resid 390 and name CA 

(segid 3A4 and resid 390 and name CB 

(segid 3A4 and resid 391 and name CA 

(segid 3A4 and resid 391 and name CB 



(segid 3A4 and resid 394 and name CA I 



(segid 3A4 and lesid 397 and name CA ) 17.91 
(segid 3A4 and resid 397 and name CB ) 16.55 
(segid 3A4 and resid 398 and name CA ) 18.14 
(segid 3A4 and resid 398 and name CB ) 18.06 
(segid 3A4 and resid 426 and name CA ) 15.38 
(segid 3A4 and resid 427 and name CA ) 14.40 
(segid 3A4 and resid 428 and name CA ) 14.36 
(segid 3A4 and resid 429 and name CA ) 13.20 
(segid 3A4 and resid 430 and name CA ) 12.43 
(segid 3A4 and resid 431 and name CA 1 11.69 
(segid 3A4 and resid 433 and name CA > 10.32 
(segid 3A4 and resid 434 and name CA > 12.78 
(segid 3A4 and resid 435 and name CA J 15.4 6 
(segid 3A4 and resid 348 and name C ) 2.46 
(segid 3A4 and resid 348 and name CA ) 1.46 
(segid 3A4 and resid 348 and name O ) 3.54 
(segid 3A4 and resid 349 and name C J 4.75 
(segid 3A4 and resid 349 and name CA ) 4.24 
(segid 3A4 and resid 349 and name CB ) 5.00 
(segid 3A4 and resid 349 and name N ) 2.84 
(segid 3A4 and resid 349 and name O ) 5.85 
(segid 3A4 and resid 350 and name C ) 5.84 
(segid 3A4 and resid 350 and name CA ) 5.4 3 
(segid 3A4 and resid 350 and name CB ) 5.46 
(segid 3A4 and resid 350 and name N ) 4.40 
(segid 3A4 and resid 350 and name O ) 7.04 
(segid 3A4 and resid 351 and name C ) 6.72 
(segid 3A4 and resid 351 and name CA ) 5.93 
(segid 3A4 and resid 351 and name tf > 5.09 
(segid 3A4 and resid 352 and name CB ) 7.31 
(segid 3A4 and resid 352 and name CG ) 6.95 
(segid 3A4 and resid 352 and name N ) 6.54 
(segid 3A4 and resid 382 and name O ) 6.41 
(segid 3A4 and resid 363 and name CA ) 7,01 
(segid 3A4 and resid 349 and name C ) 3.08 
(segid 3A4 and resid 349 and name CA ) 2.77 
(segid 3A4 and resid 349 and name CB ) 4.23 
(segid 3A4 and resid 349 and name N ) 2.25 
(segid 3A4 and resid 349 and name o ) 3.59 
(segid 3A4 and resid 350 and name C ) 4.35 
(segid 3A4 and resid 350 and name CA ) 4.55 
(segid 3A4 and resid 350 and name CB ) 5.47 
{segid 3A4 and resid 350 and name N ) 3.56 
(segid 3A4 and resid 350 and name O ) 5.30 
(segid 3A4 and re3id 351 and name C ) 4.07 
(segid 3A4 and resid 351 and name CA ) 4 .05 
(segid 3A4 and resid 351 and name N ) 3.55 



0.33 
0.23 
0.28 
0.35 
0.37 
0.46 
0.48 
0.43 
0.44 
0.50 
0.49 • 
0.45 
0.43 
0.39 
0.31 
0.40 
0.41 
0.48 
0.45 
0.60 
0.68 
0.70 
0.73 
0.77 
0.74 
0.79 
0.82 
0.91 
0.90 
0.96 
0.69 
0.60 
0.76 
0.81 
0.76 
0.86 
0.86 
0.88 
0.66 
0.63 
1.44 
0.77 
1.03 
1.01 
1.75 
1.13 
0.47 
0.95 
0.69 
0.06 
0.01 
0.07 
0.10 
0.10 
0.11 
0.11 
0.14 
0.37 
0.23 
0.28 
0.18 
0.36 
0.48 
0.56 
0.45 
0.33 
0.18 
0.41 
0.66 
0.62 
0.09 
0.03 
0.03 
0.01 
0.10 
0 
0 

o 

0 
0 
0 
0 



0.33 

0.24 

0.28 

0.35 

0.38 

0.45 

0.47 

0.43 

0.44 

0.50 

0.50 

0.46 

0.43 

0.39 

0.32 

0.40 

0.42 

0.47 

0.16 

0.61 

0.68 

0.70 

0.73 

0.77 

0.75 ' 

0.79 

0.81 

0.92 

0.90 

0.96 

0.69 

0.60 

0.76 

0.81 

0.77 

0.87 

0.66 

0.88 

0.65 

0.64 

1.45 



0.17 



0.76 

1.03 

1.00 

1.75 

1.14 

0.47 

0.95 

0.70 

0.05 

0.02 

0.06 

0.11 

0.11 

0.12 

0.11 

0.14 

0.36 

0.23 

0.28 

0.18 

0.35 

0.48 

0.55 

0.45 

0.33 

0.19 

0.41 

0.65 

0.63 

0.10 

0.02 

0.02 

0.01 

0.10 

0.22 

0.18 

0.10 

0.18 

0.28 

0.28 

0.25 

0.18 
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assign (segid 3A4 and lesid 348 and name O ) 
assign (segid 3A4 and resid 348 and name O ) 
absign (segid 3A4 and re*id 348 and name O ) 
assign (segid 3A4 and resid 348 and name O ) 
5 assign (segid 3A4 and resid 348 and name O ) 
assign (segid 3A4 and resid 348 and name O ) 
assign (segid 3A4 and resid 348 and name O ) 
assign (segid 3A4 and resid 348 and name O > 
assign (segid 3A4 and resid 348 and name O ) 
10 assign (segid 3A4 and resid 348 and name O ) 
assign (segid 3A4 and resid 349 and name C ) 
assign (segid 3A4 and resid 349 and name C ) 
assign (segid 3A4 and resid 349 and name C ) 
assign (segid 3A4 and resid 349 and name C ) 
15 assign (segid 3A4 and resid 349 and name C ) 
assign (segid 3A4 and resid 349 and name C ) 
assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
20 assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
25 assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C 
30 assign (segid 3A4 and resid 349 and name C 
assign (segid 3A4 and resid 349 and name C j 
assign (segid 3A4 and resid 349 and name C ) 
assign (segid 3A4 and resid 349 and name C ) 
assign (segid 3A4 and resid 349 and name C J 
35 assign (segid 3A4 and resid 349 and name C ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
40 assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 34 9 and name CA ) 
45 assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
50 assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 34 9 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
55 assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
60 assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and xesid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
65 assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
70 assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign j segid 3A 4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
75 assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 34 9 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 34 9 and name CA ) 
80 assign (segid 3A4 and res ad 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 34 9 and name CA ) 



(segid 3A4 and resid 351 and name O ) 
(segid 3A4 and resid 352 and name C ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 352 and name CG ) 
(segid 3A4 and resid 352 and name N ) 
(segid 3A4 and resid 352 and name O ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 349 and name O ) 
(segid 3A4 and resid 350 and name C ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
and resid 350 and name N ) 
and resid 350 and name O ) 
and resid 351 and name C ) 
and resid 351 and name CA ) 
and resid 351 and name N ) 
and resid 351 and name O ) 
(segid 3A4 and resid 352 and name C ) 
(segid 3A4 and resid 352 and name CA ) 
and resid 352 and name CB } 
and resid 352 and name CG ) 
and resid 352 and name N ) 
and resid 352 and name O ) 
and resid 353 and name C ) 
and resid 353 and name CA ) 
and resid 353 and name CB ) 
and resid 353 and name CG ) 
and resid 353 and name N ) 
and resid 353 and name O > 
and resid 353 and name ODD 
and resid 354 and name N ) 
and resid 349 and name C ) 
and resid 34 9 and name CB ) 
and resid 349 and name O ) 
and resid 350 and name C ) 
and resid 350 and name CA > 
and resid 350 and name CB ) 
(segid 3A4 and resid 350 and name N ) 
(sogid 3A4 and resid 350 and name O ) 
(segid 3A4 and resid 351 and name C ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name N ) 
(segid 3A4 and lesid 351 and name O ) 
and resid 352 and name C > 
and resid 352 and name CA ) 
and resid 352 and name CB ) 
and resid 352 end name CG ) 
and resid 352 and name N } 
and resid 352 and name O > 
and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name CG ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
and resid 356 and name CA ) 
and resid 356 and name CB ) 
and resid 357 and name CA ) 
and resid 357 and name CB ) 
and resid 3SB and name CA ) 
and resid 358 and name CB ) 
and resid 359 and name CA J 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
and resid 360 and name CB ) 
and resid 361 and name CA ) 
and resid 361 and name CB ) 
and resid 362 and name CA ) 
and resid 362 and name CB ) 
and resid 363 and name CA ) 
and resid 363 and name CB ) 
and resid 364 and name CA J 
( segid 3A4 and resid 364 and name CB J 
(segid JA4 and resid 365 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(*egid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
Isegid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



5.04 
5.32 
4.30 
3.86 
3.61 
3.52 
6.12 
6.89 
7.26 
5.65 
2.46 
1.24 
3.05 
2.44 
3.72 
1.32 
3.93 
4.64 
4.50 
3.30 
5.83 
4.74 
4.58 
4.64 
5.31 
3.80 
5.52 
6.67 
5.23 
5.17 
6.20 
4.49 
7.25 
7.17 
7.47 
1.51 

I. 51 
2.37 
4.43 
3.81 
4.88 
2.45 
5.37 
5.54 
5.48 
4.40 
6.68 
5.53 
5.21 
4.82 
5.27 
4.62 
6.13 
6.34 
6.47 
7.43 
5.56 
9.83 

10.46 

II. 63 
11.62 
11.09 
10.08 
11.24 
10.31 
13.58 
15.00 
13.49 
14.84 
10.04 

8.85 
11.01 
11.27 
14.24 
15.21 
15.24 
15.78 
17.35 
17.34 
IB. 87 
10.22 
9.64 
8.94 



0.30 
0.43 
0.32 
0.24 
0.11 
0.32 
0.47 
0.48 



42 
43 
04 
03 
07 
01 
03 
0.01 
0.05 
0.14 
0.14 
0.13 
0.13 
0.07 
0.14 
0.27 
0.41 
0.16 
0.15 
0.16 
0.17 
0.24 
0.25 
0.10 
0.17 
0.22 
0.18 
0.02 
0.02 
0.03 
0.07 
0.02 
0.05 
0.03 
0.06 
0.13 
0.13 
0.12 
0.15 
0.07 
0.12 
0.25 
0.42 
0.11 
0.14 
0.22 
0.28 
0.30 
0-17 
0.25 
0.32 
0.30 
0.41 
0.41 
0.52 
0.12 
0.10 
0.10 
0.15 
0.21 
0.19 
0.10 
0.16 
0.23 
0-27 
0.20 
0.16 
0.34 
0.46 
0.16 
0.16 
0.24 
0.76 
0.65 
0.65 



0.31 
0.44 
0.32 
0.25 
0.10 
0.32 
0.47 
0.47 
0.42 
0.44 
0.04 
0.02 
0.06 
0.01 
0.02 
0.02 
0.05 
0.14 
0.14 
0.13 
0.13 
0.08 
0.15 
0.27 
0.41 
0.15 
0.15 



15 
17 
23 
25 
09 
17 
23 
0.19 
0.02 
0.02 
0.02 
0.06 
0.03 
0.05 
0.03 
0.06 
0.13 
0.14 
0.11 
0.15 
0.07 
0.13 
0.25 
0.42 
0.12 
0.13 
0.22 
0.27 
0.30 
0.17 
0.25 
0.3Z 



29 
41 
40 
53 
12 
10 
0.10 
0.15 
0.21 
0.19 
0.11 
0.16 
0.23 
0.26 
0.20 
0.16 
0.33 
0.47 
0.19 
0.1S 
0.24 
0.76 
0.65 
0.64 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and tesid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA > 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CA ) 
assign (segid 3A4 and resid 349 and name CA 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign {segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and lesid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB > 
(segid 3A4 and resid 349 and name CB > 
(segid 3A4 and resid 34 9 and name CB ) 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 34 9 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB 
assign (segid 3A4 and resid 349 and name CB ) 
assign (segid 3A4 and resid 349 and name N > 
80 assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and resid 34 9 and name H 
assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and resid 349 and name H 



10.32 
13.52 
14.75 
12.48 
14.21 
17.35 
17.21 
17.48 
18.07 
17.34 
17.79 
16.99 
16.71 
15.49 
14.62 
14.36 
13.54 
16.09 
18.56 
5.42 



assign 
assign 
assign 



60 



(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 arid resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and cesid 385 and name CA ) 
( segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA > 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA > 
(segid 3A4 and resid 350 and name C ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 350 and name N ) 
(segid 3A4 and resid 350 and name O ) 
(segid 3A4 and resid 351 and name C ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name N ) 
(segid 3A4 and resid 352 and name C ) 
{ segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB > 
(segid 3A4 and resid 352 and name CG ) 
(segid 3A4 and resid 352 and name N ) 
(segid 3A4 and resid 352 and name O ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 354 and name CA 
tsegid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA 
(segid 3A4 and resid 355 and name CB 
(segid 3A4 and resid 356 and name CA 11.82 
(segid 3A4 and resid 356 and name CB 10.82 
(segid 3A4 and resid 357 and name CA 12.29 
(segid 3A4 and resid 357 and name CB 11.47 
(segid 3A4 and resid 358 and name CA 14.51 
(segid 3A4 and resid 358 and name CB 15.92 
segid 3A4 and resid 359 and name CA 14.52 
tselid 3A* and resid 359 and name CB 15.90 
(segid 3A4 and resid 360 and name CA 11.21 
segid 3A4 and resid 360 and name CB ) 9.94 
(segid 3A4 and resid 361 and name CA ) 12.15 
(segid 3A4 and resid 361 and name CB ) 12.28 
(segid 3A4 and resid 362 and name CA 15.50 
(segid 3A4 and resid 362 and name CB 16.44 
(segid 3A4 and resid 363 and name CA ) 16.64 
(segid 3A4 and resid 363 and name CB 17.19 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 



49 
42 
19 
30 
,90 
.82 
5.63 
6.49 
6.42 
5.99 
6.57 
5.94 
6.94 
6.94 
6.94 
6.43 
10.41 
10.92 
12.02 
11.84 



18.78 
18.73 
11.34 
10.50 
9.62 



65 



70 



75 



(segid jas ana twiu - - 

segid 3A4 and resid 383 and name CA 11 
(segid 3A4 and resid 384 and name CA 14 
(segid 3A4 and resid 384 and name CB 1 
(segid 3A4 and resid 385 and name CA > 
(segid 3A4 and resid 386 and name CA 
segid 3A4 and resid 387 and name CA 
segid 3A4 and resid 390 and name CA 
segid 3A4 and resid 390 and name CB 
se^id 3A4 and resid 391 and name CA 
seg\d 3A4 and resid 391 and name CB 
segid 3A4 and resid 427 and name CA 
segid 3A4 and resid 428 and name CA ) 
segid 3A4 and resid 429 and name CA IS. 60 
segid 3A4 and resid 430 and name CA 14.55 
segid 3A4 and resid 431 and name CA 14.40 
sSgid 3A4 and resid 433 and name CA 14.14 
segid 3A4 and resid 434 and name CA 
segid 3A4 and resid 349 and name C 
segid 3A4 and resid 349 and name CA 
segid 3A4 and resid 34 9 and name CB 
segid 3A4 end resid 349 and name O 
segid 3A4 and resid 350 and name C ) 



0.68 
0.69 
0.66 
0.80 
0.86 
1.07 
0.69 
0.66 
0.69 
0.72 
1.19 
0.77 
0.87 
1.28 
2.01 
1.18 
0.70 
0.99 
0.63 
0.09 
0.08 
0.16 
0.12 
0.09 
0.16 
0.14 
0.13 
0.14 
0.24 
0.38 
0.52 
0.17 
0.11 
0.21 
0.32 
0.21 
0.20 
0.20 
0-37 
0.48 
0.44 
0.53 
0.18 
0.15 
0.10 
0.18 
0.21 
0.17 
0.13 
0.17 
0.24 
0.28 
0.22 
0.19 
0.36 
0.50 
0.20 
0.17 
0.67 
0.57 
0.58 
0.59 
0.61 
0.58 
0.78 
0.82 
1.15 
0.68 
0.68 
0.64 
0.65 
0.80 
0.90 
1.42 
2.14 
1.22 
0.75 
1.03 
0.03 
0.01 
0.02 
0.05 
0.14 



34 
14.33 
15.61 
12.95 
14.53 
17.49 
17.63 
1T.96 
18.67 
18.03 
17.47 
16.95 



16.87 
2.46 
1.46 
2.44 
3.50 
4.78 



0.69 
0.69 
0.67 
0.80 
0.85 
1.07 
0.68 
0.66 
0.70 
0.72 
1.19 
0.77 
0.88 
1.29 
2.02 
1.17 
0.70 
0.99 
0.63 
0.10 
0.07 
0.15 
0.11 
0.09 
0.16 
0.14 
0.13 
0.14 
0.24 
0.38 
0.51 
0.17 
0.11 
0.21 
0.32 
0.21 
0.19 
0.20 
0.36 
0.49 
0.43 
0-53 
0.17 
0.15 
0.11 
0.19 
0.21 
0.18 
0.14 
0.17 
0.25 
0.28 
0.22 
0.20 
0.37 
0.50 
0.21 
0.17 
0.67 
0.56 
0-59 
0.59 
0.61 
0.58 
0.78 
0.83 
1.14 
0.68 
0.67 
0.64 
0.64 
0.81 
0.91 
1.42 
2.14 
1.23 
0.75 
1.03 
0.02 
0.00 
0.02 
0.05 
0.14 
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assign (segid 3A4 and tesid 349 and name N 
assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and res id 349 and name N 
5 assign [segid 3A4 and resid 349 and name N 
a&sign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and cesid 349 and name N 
assign (segid 3A4 and cesid 349 and name N 
assign (segid 3A4 and resid 349 and name N 

10 assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and resid 349 and name N 

15 assign (segid 3A4 and resid 34 9 and name N 
assign (segid 3A4 and resid 349 and name N 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 

20 assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 

25 assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 

30 assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name 0 
assign (segid 3A4 and resid 349 and name O 

35 assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 

40 assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 349 and name O 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 

45 assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 

50 assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 

55 assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name c 

60 assign (segid 3A4 and resid 34 and name c 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4' and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and cesid 34 and name c 

65 assign (segLd 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 

70 assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and lesid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and cesid 34 and name C 

75 assign (segid 3A4 and tesid 34 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and cesid 31 and name C 
assign (segid 3A4 and resid 34 and name C 
assign (segid 3A4 and resid 34 and name CA 

80 assign (segid 3A4 and resid 34 and name CA 
assign (segid 3A4 and resLd 34 and name CA 
assign (segid 3A4 and resid 34 and name CA 
assign (segid 3A4 and resid 34 and name CA 



(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid JA4 and resid 350 and name N 
(segid 3A4 and resid 350 and name 0 
(segid 3A4 and resid 351 and name C 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 351 and name N 
(segid 3A4 and resid 351 and name O 
(segid 3A4 and resid 352 and name C 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 352 and name CG 
(segid 3A4 and resid 352 and name N 
(segid 3A4 and resid 352 and name O 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name N 
(segid 3A4 and resid 34 9 and name CB 
(segid 3A4 and resid 350 and name C 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 3^0 and name CB 
(segid 3A4 and resid 350 and name N 
(segid 3a 4 and resid 350 and name O 
(segid 3A4 and resid 351 and name C 
(segid 3A4 and resid 351 and name CA 
(segid 3A4 and resid 351 and name N 
(segid 3A4 and resid 351 and name O 
(segid 3A4 and resid 352 and name C 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 352 and name CG 
(segid 3A4 and resid 352 and name N 
(segid 3A4 and resid 352 and name 0 
(segid 3A4 and resid 353 and name C 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and resid 353 and name CG 
(segid 3A4 and cesid 353 and name N 
(segid 3A4 and cesid 353 and name 0 
(segid 3A4 and resid 353 and name 0D1 
(segid 3A4 and resid 354 and name CA 
(segid 3A4 and resid 354 and name N 
(segid 3A4 and resid 360 and name CB 
(segid 3A4 and resid 344 and name O 
(segid 3A4 and resid 345 and name C 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 346 and name C 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 346 and name H 
(segid 3A4 and resid 346 and name O 
(segid 3A4 and resid 349 and name C 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 349 and name M 
(segid 3A4 and resid 349 and name O 
(segid 3A4 and resid 34 and name CB 
(segid 3A4 and resid 34 and name O 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 end resid 350 and name N 
(segid 3A4 and resid 35 and name C 
(segid 3A4 and resid 35 and name CA 
(segid 3A4 and resid 35 and name N 
(segid 3A4 and resid 35 and name 0 
(segid 3A4 and resid 36 and name C 
(segid 3A4 and resid 36 and name CA 
(segid 3A4 and resid 36 and name N 
(segid 3A4 Bnd resid 36 and name O 
(segid 3A4 and resid 37 and name C 
(segid 3A4 and tesid 37 and name CA 
(segid 3A4 and resid 37 and name N 
(segid 3A4 and resid 38 and name C 
(segid 3A4 and resid 38 and name CA 
(segid 3A4 and resid 38 and name CB 
(segid 3A4 and resid 38 and name N 
(segid 3A4 and resid 39 and name CA 
(segid 3A1 and resid 39 and name CB 
(segid 3A4 and resid 39 and name N 
(segid 3A4 and resid 313 and name CA 
(segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 314 and name CA 
(segid 3A4 and resid 314 and name CB 
(segid 3A4 and resid 315 and name CA 



4.24 

4.99 

2.84 

5.88 

5.74 

5.45 

4.41 

6.87 

6.44 

5.83 

5.38 

5.47 

5.05 

7.14 

7.46 

6.52 

3.19 

2.98 

2.76 

4.25 

2.23 

3.52 

4.21 

4.41 

3.43 

5.32 

3.67 

3.76 

3.97 

4.93 

3.20 

4.41 

5.51 

4.08 

4.17 

5.25 

3.38 

6.16 

6.15 

7.69 

6.28 

7.29 

7.73 

7.35 

7.52 

6.37 

6.52 

5.91 

6.32 

5.44 

5.13 

5.47 

4.44 

6.42 

5.31 

2.48 

1.24 

5.39 

5.88 

5.13 

3.23 

2.41 

1.32 

3.51 

6.14 

5.36 



.22 
.80 
.32 
,4T 
.41 
.66 
.50 
.74 
.30 
.50 
5.64 
5.94 
17.50 
17.92 
14.84 
15.19 
15.42 



0.09 
0.14 
0.08 
0.12 
0.19 
0.23 
0.19 
0.22 
0.20 
0.12 
0.12 
0.21 
0.14 
0.26 
0.25 
0.20 
0.08 
0.14 
0.03 
0.05 
0.02 
0.09 
0.31 
0.28 
0.24 
0.28 
0.18 
0.34 
0.46 
0.57 
0.36 
0.19 
0.13 
0.17 
0.28 
0.32 
0.12 
0.16 
0.27 
0.15 
0.17 
0.29 
0.10 
0.30 
0.24 
0.52 
0.51 
0.55 
0.39 
0.52 
0.48 
0.29 
0.22 
0.31 
0.39 
0.05 
0.01 
0.84 
0.93 
0.71 
0.15 
0.02 
0.01 
0.29 
0.20 
0.15 
0.11 
0.30 
0.29 
0.23 
0. 
0. 
0. 
0. 
0. 
0. 
0. 
0. 
0. 
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10 



15 



20 



25 



30 



35 



40 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (sag id 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
c aaJ . y „ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
( segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



45 



50 



55 



60 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 



and name CA ) 
and name CA ) 
34 and name CA ) 
34 and name CA > 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA > 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name' CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
31 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA 1 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 



16.™ 

15.88 

13.81 

15.81 

17.17 

14.23 

14.70 

12.79 

13.97 

13.26 

16.20 

17.55 

16.86 

16.45 

17.35 

16.60 



34 and name CA ) (segid 3A4 and resid 315 and name CB ) 
34 and name CA ) (segid 3A4 and resid 316 and name CA 
34 and name CA 1 (segid 3A1 and resid 317 and name CA 
34 and name CA ) (segid 3A4 and resid 318 and name CA 
34 and name CA ) (segid 3A4 and resid 318 and name CB 
34 and name CA ) (segid 3A4 and resid 319 and name CA ) 
34 and name CA ) <seg\d 3A4 and resid 319 and name CB 
34 and name CA ) (segid 3A4 and resid 322 and name CA 
34 and name CA ) (segid 3A4 and resid 323 and name CA 
34 and name CA ) (segid 3A4 and resid 323 and name CB 
34 and ntme CA (segid 3A4 and resid 324 and name CA 
34 an2 name CA i (se^id 3A4 and resid 324 and name CB 
34 and name CA ) (segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 329 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 
( segid 3A4 and resid 330 and name CA ) 15.84 
(segid 3A4 and resid 330 and name CB ) 16.91 
(segid 3A4 and resid 331 and name CA ) 12.35 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
and resid 338 and name CA ) 
and resid 341 and name CA ) 
and resid 341 and name CB ) 
and resid 342 and name CA ) 
iBegxa m and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 34 4 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name O ) 
(segid 3A4 and resid 345 and name C ) 
(segid 3A4 and resid 345 and name CA > 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name C ) 
(segid 3A4 and resid 34 6 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 346 and name O ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 34 B and name CA ) 
(segid 3A4 and resid 349 and name C ) 
(segid 3A4 and resid 34 9 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 349 and name N ) 
(segid 3A4 and resid 349 and name O ) 
(segid 3A4 and resid 34 and name C ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 34 and name O ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 350 and name N ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



11.32 
11.93 
14.71 
13.67 
16.06 
17.45 
15.30 
14.29 
18.61 
16.46 
15.74 
14.34 
10.73 
10.54 
7.60 
8.88 
9.03 
6.60 
6.66 
6.80 
7.63 
6.04 
5.84 
5.08 
5- 57 
5.31 
7.98 
9.44 
8.67 
5 
5 
4 
6 
6 
1 



(segid 3A4 and resid 
(segid 3A4 and resid 
0= ,^.. (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (iegid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA > 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 



(segid 3A4 and resid 354 and name CA ) 11.74 
(segid 3A4 and resid 354 and name CB ) 12.13 
(segid 3A4 and resid 355 and name CA ) 12.28 
(segid 3A4 and resid 355 and name CB > 
I segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 35 and name C ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 35 and name N ) 
(segvd 3A4 and resid 35 and name O ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
Oegid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 



0.92 
1.09 
0.43 
0.56 
0.47 
0.47 
0.59 
0.44 
0.24 
0.44 
0.30 
0.33 
0.24 
0.29 
0.70 
0.74 
0.74 
0.77 
0.77 
0.77 
0.89 
0.88 
0.62 
0.51 
0.48 
0.62 
0.60 
0.52 
0.23 
0.34 
0.14 
0.17 
0.22 
0-14 
0.14 
0.27 
0.13 
0.42 
0.34 
0.48 
0.66 
0.63 
0.65 
0.50 
0.64 
0.68 
0.68 
0.48 
0.65 
0.47 
0.38 
0.47 
0.54 
0.02 
0.03 
0.02 
0.93 
1.04 
0.88 
0.79 
0.74 
0.75 
0.77 
0.85 
0.70 
0.64 
0.97 
1.0B 
0.79 
0.7S 
0.81 
0.86 
0.62 
0.69 
0.63 
0.11 
0.02 
0.01 
0.26 
0.62 
0.61 
0.65 
0.65 



71 
67 
39 
,47 
.10 
.52 
1.53 
2.39 
6.31 
6.72 
5.76 
9.78 
9.65 
9.58 
8.48 
7.91 



11.61 
12.72 
11.74 
14.27 
13.81 
16.57 
17.89 
17.17 
4.58 
3.81 
2.46 
4.59 
14.28 
12.86 
15.73 
15.78 



0.92 
1.10 
0.42 
0.57 
0.48 
0.47 
0.60 
0.45 
0.25 
0.44 
0.29 
0.33 
0.25 
0.29 
0.70 
0.74 
0.74 
0.78 
0.77 
0.77 
0.89 
0.88 
0.61 
0.51 
0.48 
0.62 
0.60 
0.51 
0.24 
0.33 
0.15 
0.18 
0-23 
0.14 
0.13 
0.28 
0.14 
0.41 
0.33 
0.48 
0.65 
0.64 
0.64 
0.50 
0.65 
0.68 
0.69 
0.48 
0.64 
0.47 
0.38 
0.47 
0.53 
0.01 
0.04 
0.01 
0.94 
1.04 
0.87 
0.79 
0.73 
0.75 
0.77 
0.85 
0.70 
0.65 
0.97 
1.08 
0.80 
0.75 
0.80 
0.86 
0.62 
0.70 
0.63 
0.11 
0.01 
0.00 
0.25 
0.62 
0.61 
0.64 
0.65 
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assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and tesxd 
assign (segxd 3A4 and resxd 
5 assign (segid 3A4 and resid 
assign Isegid 3A1 and resid 
assign (segid 3A4 and resid 
assign (3egid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and xesid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign 



34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
31 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 
34 and name CA ) 



36 and name C ) 
36 and name CA > 

36 and name N > 

37 and name CA ) 
37 and name CB ) 
37 and name N ) 



and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CB ) 
34 and name CB ) 
31 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 



39 and name CB ) 

39 and name N ) 

40 and name CA ) 

40 and name CB ) 

41 and name CA ) 

41 and name CB ) 

42 and name CA ) 
42 and name CB ) 



(3egid 3A4 and resxd 



65 



70 



75 



and resid 
and resxd 
and resid 



80 



assign (segid 3A4 
assign (segid 3A4 
assign (segid 3A4 _ 

(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
asa^.. (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



assxgn 
assign 
assign 
assign 



(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name CA J 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segxd 3A4 and resid 386 and name CA ) 
(segxd 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resxd 389 and name CB ) 
(segid 3A4 and resid 38 and name C ) 
(segid 3A4 and resid 38 and name CA J 
(segid 3A4 and resid 38 and name CB ] 
(segid 3A4 and resid 38 and name H ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 39 and name CA ) 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resxd - 

(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segxd 3A4 and resxd 316 and name CA ) 
(segxd 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CA ) 
34 and name , (segxd 3A4 and resid 319 and name CB J 
34 and name CB ) (segid 3A4 and resxd 322 and name CA 
34 and name CB ) (segxd 3A4 and resxd 323 and name CA 
34 and name CB ) (segid 3A4 and resxd 323 and name CB 
34 and name CB ) (segid 3A4 and resid 324 and name CA 
34 and name CB ) (segid 3A4 and resid 324 and name CB 
34 and name CB ) (segid 3A4 and resid 325 and name CA 
34 and name CB ) (segid 3A4 and resid 325 and name CB 
34 and name CB ) (segid 3A4 and resid 329 and name CA 
34 and name CB ) (segid 3A4 and resxd 329 and name CB 
34 and name CB ) (segid 3A4 and resid 330 and name CA 
34 and name CB ) (segid 3A4 and resxd 330 and name CB 
(segid 3A4 and resxd 331 and name CA ) 
(segxd 3A4 and resxd 331 and name CB > 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resxd 333 and name CA ) 
(segxd 3A4 and resxd 335 and name CA ) 
{ segid 3A4 and resxd 336 and name CA ) 
(segid 3A4 and resid 336 and name CB 
(segid 3A4 and resid 337 and name CA ) 
(segxd 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
segid 3A4 and resid 343 and name CA 
segid 3A4 and resid 343 and name CB ) 
segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name 0 ) 
(segid 3A4 and resid 345 and name CA 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segxd 3A4 and resid 347 and name CA ) 
(segxd 3A4 and resid 347 and name CB ) 
(sogid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name C ) 
(segid 3A4 and resid 349 and name CA ) 



34 and name CB ) 
34 and name CB ) 
34 and name CB } 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
and name CB ) 
and name CB ) 
. and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB > 



34 
34 
34 



7.38 
6.71 
5.65 
8.64 
9.13 
7.69 
13.35 
12.15 
10.90 
13-86 
16.20 
17.48 
13.92 
14.61 
16.88 
18.85 
18.08 
7.13 
7.10 
6.15 
7.18 
18.20 
18.50 
6.92 
6.32 
6.50 
10.41 
10.99 
11.55 
11.21 
10.94 
9.74 
16.53 
17.55 
18.21 
18.73 
15.48 
15.81 
15.71 
17.01 
16.20 
14.38 
16.38 
17.77 
14.98 
15.57 
13.77 
15.05 
14.42 
17.13 
18.45 
17.79 
17.31 
18.14 
17.48 
16.48 
17.50 
13.07 
12.10 
12.41 
14.94 
13.82 
16.39 
17.73 
15.78 
14.87 
16.99 
16.22 
14.94 
11.48 
11.42 
9.64 
9.59 
7.42 
7.97 
8.93 
6.70 
5.65 
9.02 
10.51 
9.17 
6.15 
5.92 



0.19 
0.13 
0.08 
0.24 
0.34 
0.17 
0.69 
0.50 
0.55 
0.37 
0.37 
0.37 
0.52 
0.40 
0.92 
0.58 
0.59 
0.37 
0.40 
0.48 
0.33 
0.60 
0.67 
0.30 
0.28 
0.30 
0.27 
0.25 
0.30 
0.34 
0.32 
0.32 
1.22 
0.56 
0.87 
0.85 
0.80 
0.75 
1.02 
1.04 
1.21 
0.48 
0.47 
0.39 
0.41 
0.55 
0.34 
0.28 
0.48 
0.33 
0.38 
0.27 
0.32 
0.66 
0.70 
0.68 
0.71 
0.71 
0.69 
0.89 
0.95 
0.60 
0.48 
0.45 
0.63 
0.60 
0.29 
0.38 
0.19 
0.20 
0.24 
0.19 
0.29 
0.22 
0.42 
0.53 
0.79 
0.81 
0 
0 
0 
0 
0 



0.20 
0.13 
0.08 
0.24 
0.33 
0.18 
0.69 
0.51 
0.54 
0.37 
0.37 
0.37 
0.52 
0.39 
0.92 
0.58 
0.60 
0.38 
0.40 
0.49 
0.33 
0.61 
0.66 
0.30 
0.28 
0.30 
0.27 
0.26 
0.30 
0.35 
0.33 
0.33 
1.22 
0.56 
0.87 
0.84 
0.81 
0.75 
1.02 
1.04 
1.20 
0.48 
0.47 
0.39 
0.41 
0.55 
0.33 
0.27 
0.47 
0.33 
0.39 
0.28 
0.33 
0.66 
0.71 
0.67 
0.71 
0.70 
0.68 
0.88 
0.94 
0.60 
0.48 
0.44 
0.63 
0.61 
0.30 
0.38 
0.20 
0.21 
0.23 
0.19 
0.28 
0.21 
0.42 
0.53 
0.78 
0.81 
0.83 
0.82 
0.67 
0.86 
0.74 



.83 
.83 
.68 
.86 
.74 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assxgn 



assign 
assign 
assign 
assign 
assxgn 
assign 



assxgn {soqxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and xesxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn I segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and res id 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
— (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
aoa . y „ (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
ao ^.. isegxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn Isegxd 3A4 and resxd 
assxgn t segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn Oegxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and xesxd 
(segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



34 and name CB ) (segid 3A4 and resxd 349 and name CB 
34 and name CB ) (segid 3A4 and resid 349 and name O 
34 and name CB ) (segid 3A4 and resid 350 and name CA 
34 and name CB ) (segid 3A4 and resid 350 and name CB 
34 and name CB ) (segid 3A4 and resid 351 and name CA 
34 and name CB ) (segid 3A4 and resid 352 and name CA 
34 and name CB ) (segid 3A4 and resxd 352 and name CB 
34 and name CB ) (segid 3A4 and resid 353 and name CA 
34 and name CB J (segid 3A4 and resxd 353 and name CB 
34 and name CB ) (segxd 3A4 and resid 354 and name CA 
34 and name CB ) (segid 3A4 and resid 354 and name CB 
(segid 3A4 and resid 355 and name CA I 
(segid 3A4 and resid 355 and name CB ) 
(segxd 3A4 and resxd 356 and name CA > 



assxgn 
assxgn 
assxgn 
assign 
assign 
assign 



34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB } 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB } 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34* and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 
34 and name CB ) 



V a uyAw «-»»»»- — — — — - 

(segxd 3A4 and resid 356 and name CB 
(segxd 3A4 and cesid 357 and name CA 
(segxd 3A4 and resxd 357 and name CB 
(segid 3A4 and resid 358 and name CA 
(segid 3A4 and resad 358 and name CB 
(segid 3A4 and resid 359 and name CA 
(segid 3A4 and resid 35 and name C 
(segid 3A4 and resid 35 and name CA 
(segid 3A4 and resid 35 and name N 
(segid 3A4 and resid 35 and name 0 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name CB 
(segid 3A4 and resxd 361 and name CA ) 
(segxd 3A4 and resxd 361 and name CB ) 
(segxd 3A4 and resxd 36 and name CA ) 
(segxd 3A4 and resxd 36 and name N ) 
(segxd 3A4 and resxd 3*7 and name CA ) 
(segxd 3A4 and resxd 37 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resxd 382 and name CA ) 
(segxd 3A4 and resxd 382 and name CB J 
(segxd 3A4 and resid 383 and name CA ) 14.93 
(segxd 3A4 and resxd 384 and name CA ) 17.44 
(segid 3A4 and resid 384 and name CB > 
t segid 3A4 and resxd 385 and name CA ) 
(segxd 3A4 and resxd 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 38 and name CA ) 



4.54 
6.40 
7.20 
7.84 
10.42 
9.74 
9.52 
8.60 
8.26 
11.60 
11.81 
12.42 
11.78 
13.22 
12.37 
14.57 
14.14 
16.52 
17.84 
16.94 
5.66 
4.59 
3.37 
5.87 
14.19 
12.75 
15.42 
15.34 
7.83 
6.65 
9.73 
10.04 
14.41 
13.40 
12.21 



0.68 
0.74 
1.04 
1.11 
0.91 



38 and name CB 

39 and name CA 

39 and name CB 

40 and name CA 

40 and name CB 

41 and name CA 

41 and name CB 

42 and name CA 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 



34 and name CB 
34 and name CB 
34 and name N 
34 and name N 
34 and name N 
34 and name N 
34 and name N 
34 and name N 
34 and name H 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 
34 and name 

34 and 

34 and name 
34 and name N 
31 and name N 
34 and name N 
34 and name N 
34 and name N 
34 and name N 
34 and name H 
34 and name N 



(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resxd 

(segid 3A4 and resxd 

(segid 3A4 and resxd 

(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 42 and name CB 
(segid 3A4 and rosxd 431 and name CA > 
(segxd 3A4 and resxd 433 and name CA ) 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 344 and name O ) 
(segid 3A4 and resxd 345 and name C ) 
(segid 3A4 and resxd 345 and name CA 
(segxd 3A4 and resxd 345 and name CB 
(segid 3A4 and rosxd 345 and name N 
(segxd 3A4 and resxd 34 6 and name CA ) 
(segid 3A4 and resxd 34 6 and name CB ) 
(segxd 3A4 and resxd 346 and name N 
(segid 3A4 and resxd 34 6 and name O 
(segxd 3A4 and resid 349 and name C 
(segid 3A4 and resad 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name C ) 
(segid 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 

) (segxd 3A4 and resid 

) (segid 3A4 and resid 

) (segid 3A4 and resid 

) (segid 3A4 and resxd 

) (segxd 3A4 and resxd 

) (segxd 3A4 and resxd 

) (segid 3A4 and resxd 

) (segid 3A4 and resxd 

) (segid 3A4 and resxd 

) (segxd 3A4 and resid 

) (segid 3A4 and resid 

) (segid 3A4 and resid 

j (segid 3A4 and resid 



34 and name CA } 
34 and name CB ) 

34 and name O ) 

35 and name C ) 
35 and name CA ) 
35 and name N ) 

35 and name O ) 

36 and name C ) 
36 and name CA ) 
36 and name N ) 
38 and name C ) 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name O ) 

39 and name CA ) 



18.72 
15.29 
16.10 
18.40 
8.29 
7.21 
8.43 
7.84 
11.88 
12.41 
17.91 
12.49 
12.32 
11.10 
16.90 
17.76 
6.81 
5.74 
6.41 
6.24 
7.06 
7.06 
6.10 
5.48 
5.49 
5.96 
6.97 
6.93 
5.64 
2.52 
1.46 
2.45 
3.62 
4.95 
4.30 
2.87 
4.66 
7.55 
7.14 
6.16 
6.40 
6.40 
5.33 
6.75 
7.10 
6.43 



0.68 
0.74 
1.04 
1.11 
0.91 
0.87 
0.90 
0.85 
0.90 
0,77 
0.71 
1.00 
1.10 
0.82 
0.76 
0.86 
0.94 
0.72 
0.82 
0.67 
0.15 
0.09 
0.11 
0.27 
0.69 
0.68 
0.73 
0.74 
0.15 
0.11 
0.28 
0.42 
0.72 
0.55 
0.60 
0.43 
0-42 
0.42 
0.54 
0.40 
0.93 
0.42 
0.51 
0.30 
0.30 
0.28 
0.25 
0.30 
0.35 
0.33 
0.33 
1.11 
0.57 
0.14 
0.13 
0.36 
0.29 
0.40 
0.18 
0.5B 
0.59 
0.46 
0.54 
0.56 
0.40 
0.33 
0.04 
0.01 
0.03 
0.03 
0.02 
0.07 
0.09 
0.14 
0.15 
0.06 
0.04 
0.35 
0.38 
0.46 
0.30 
0.39 
0.26 



87 
.89 
.85 
.90 
.76 
.71 
0.99 
1.09 
0.82 
0.76 
0.86 
0.94 
0.71 
0.82 
0.67 
0.15 
0.10 
0.10 
0.27 
0.70 
0.68 
0.74 
0.74 
0.16 
0.10 
0.28 
0.41 
0.73 
0.56 
0.59 
0.44 
0.42 
0.43 
0.55 
0.39 
0.92 
0.41 
0.51 
0.30 
0.31 
0.27 
0.25 
0.31 
0.35 
0.33 
0.33 
1.12 
0.58 
0.14 
0.14 
0.35 
0.29 
0.41 
0.18 
0.57 
0.59 
0.46 
0.54 
0.56 
0.40 
0.32 
0.05 
0.01 
0.02 
0.04 
0.03 
0.07 
0.09 
0.14 
0.15 
0.07 
0.04 
0.36 
0.39 
0.45 
0.31 
0.39 
0.26 
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34 
34 
34 
34 
34 



34 and name N 
34 and name H 
and name O 
and name 0 
and name O 
and name 0 
and name O 
34 and name O 
34 and name 0 
34 and name O 
34 and name O 
34 and name O 
34 and name O 
34 and name O 
34 and name O 
34 and name O 



34 
34 
34 
34 
34 



and name 
and name 
and name 
and name 
and name 
34 and name 
34 and name 



0 
O 
0 

o 
o 
o 
o 
o 

0 

o 

0 
0 

o 
o 
o 
o 

0 

o 
o 

0 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 



assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
aasxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 34 and name 
assign (segid 3A4 and resid 34 and name 
assign (segid 3A4 and resid 34 and name 
20 assign (segid 3A4 and resid 34 and name 
assign (segid 3A4 and resid 34 and name 
assign (segid 3A4 and resid 34 and name 
assign (segid 3A4 and resid 34 and name 
assign (segid 3A4 and resid 34 and name 
25 assign (segid 3A4 and resid 34 and name 
assign (segid 3A4 and resid 34 and name 
assign (segxd 3A4 and resxd 34 and name 
assign (segid 3A4 and resid 34 and name 
assign (segid 3A4 and resid 34 and name 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
40 assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
45 assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resjd 350 and name 
assign (segid 3A4 and resid 350 and name 
50 assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
55 assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
60 assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
assign (segid 3A4 and resid 350 and name 
65 assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
70 assign (seqid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resxd 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
assign (segxd 3A4 and resxd 350 and name CA ) 
75 assxgn (segxd 3A4 and resid 350 and name CA > 
assign (segid 3A4 and resid 350 and name CA ) 
assign (beg id 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
80 assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 
assign (segid 3A4 and resid 350 and name CA ) 



(segid 3A4 and resid 39 and name CB ) 

(segid 3A4 and resid 39 and name H ) 

(segid 3A4 and resid 34 6 and name C ) 

(segid 3A4 and resid 346 and name CA ) 



35 and name CA ) 
35 and name N ) 

35 and name O ) 

36 and name C ) 
36 and name CA ) 
36 and name N ) 

36 and name O ) 

37 and name N ) 

38 and name CA } 
38 and name CB ) 

38 and name N ) 

39 and name CA } 
39 and name CB ) 
39 and name N ) 



(segid 3A4 and resid 346 and name CB ) 
{segid 3A4 and resid 346 and name N ) 
(segid 3A4 and resid 346 and name O ) 
(segid 3A4 and resid 348 and name C ) 
(segid 3A4 and resid 349 and name C ) 
(segid 3A4 and res id 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 349 and name N ) 
(segid 3A4 and resid 349 and name O ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 350 and name C ) 
(segid 3A4 and resid 350 and name CA) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and tesxd 350 and name N ) 
(segxd 3A4 and resxd 350 and name O ) 
(segid 3A4 and resxd 351 and name N ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 35 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 350 and name CB ) 
(segxd 3A4 and resid 350 and name O ) 
(segid 3A4 and resid 351 and name C ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name N ) 
(segid 3A4 and resid 351 and name O ) 
(segid 3A4 end resid 352 and name C ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 352 and name CG ) 
(segid 3A4 and resid 352 and name N ) 
(segid 3A4 and resid 352 and name O ) 
(segid 3A4 and resid 353 and name C ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name CG ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name O ) 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and resid 354 and name N ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 381 and name C ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 382 and name N ) 
(segid 3A4 and xosid 350 and name C ) 
(segxd 3A4 and resxd 350 and name CB ) 
(segxd 3A4 and resid 350 and name O ) 
(segxd 3A4 and resid 351 and name C ) 
(3egxd 3A4 and resxd 351 and name CA ) 
(segxd 3A4 and resxd 351 and name N ) 
(segid 3A4 and resid 351 and name O > 
(segid 3A4 and resid 352 and name C ) 
(segid 3A4 and resid 352 and name CA ) 



6.11 
5.98 
6.15 
6.52 
5.92 
6.56 
5.10 
6.73 
4.09 
4.57 
3.75 
5.62 
4.17 
3.06 
5.65 
4.46 



(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 352 and name CG j 
(segid 3A4 and resid 352 and name N ) 
(segid 3A4 and resid 352 and name O ) 
(segid 3A4 and resid 353 and name C ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name CG ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name O ) 



19 
20 
04 
57 
57 
34 
2.70 
2.22 
3.84 
6.12 
5.10 
3.99 
6.84 
6.50 
7.27 
6.68 
6.69 
6.97 
6.09 
6.50 
2.48 
1.23 
3.14 
2.44 
1.33 
4 .24 
4.59 
4.39 
5.29 
5.91 
3.12 
5.75 
5.82 
4.69 
4.25 
5.54 
3.B5 
5.88 
6.62 
7.00 
6.27 
7.20 
7.44 
6.81 
6.43 
6.96 
6.34 
6.14 
1.53 
1.53 
2.41 
4.52 
3.82 
2.43 
5.68 
5.43 
5.39 
6.04 
6.71 
4.23 
6 
6 
5 
4 
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(segid 3A4 and resid 354 and name M 
(segid 3A4 and resid 355 and name N 
(segid 3A4 and resid 356 and name C 
(segid 3A4 and resid 356 and name CA 
(segid 3A4 and resid 356 and name CB 
(segid 3A4 and resid 356 and name N 
(segid 3A4 and resid 357 and name CA 
(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 357 and name N 
(segid 3A4 and resid 381 and name C 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 381 and name N 
(segid 3A4 and resid 382 and name N 
(segid 3A4 and resid 351 and name O 



6.S6 
6.71 
6.53 
5.93 
4.94 
5.66 
6.60 
8.20 
10.81 
11.86 
9.27 
10.13 
13.29 
16.60 
17.62 
15.60 
15.31 
13.77 
13.76 
15.28 
14.73 
18.91 
17.07 
16.15 
18.18 
17.29 
16.12 
15.84 
18.32 
2.46 
1.45 
2.46 
3.52 
4.77 
4.22 
2.81 
6.00 
5.51 
5.30 
5.59 
6.15 
4.24 
6.43 
7.16 
5.74 
5.38 
6.40 
5.03 
7.57 
7.50 
3.26 
3.15 
2.77 
2.24 
4.03 
4.26 
4.31 
5.48 
6.25 
3.24 
5.40 
4.92 
3.96 
3.42 
4.74 
3.28 
4.84 
5.79 
7.34 
6.18 
7.41 
6.65 
6.30 
5.06 
6.45 
7.01 
6.28 
6.30 
6.93 
6.36 
6.70 
6.46 
1.24 



502 



10 



15 



20 



25 



30 



assign (segid 3A4 and rosid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and res id 351 and name C } 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

asBign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 

assign (segid 3A4 and resid 351 and name C ) 



35 



40 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



45 



50 



55 



60 



65 



70 



75 



80 



(segid 3A4 and res id 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ] 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA } 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and res>id 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 
assign (segid 3A4 and resid 351 and name CA ) 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and zesid 352 and name C 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and xesid 352 and name CG 
(segid 3A4 and resid 352 and name N 
(segid 3A4 and resid 352 and name O 
(segid 3A4 and resid 353 and name C 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and resid 353 and name CG 
(segid 3A4 and resid 353 and name N 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name OD1 
(segid 3A4 and resid 354 and name CA 
(segid 3A4 and resid 354 and name N 
(segid 3A4 and resid 356 and name C 
(segid 3A4 and resid 356 and name CB 
(segid 3A4 and resid 357 and name C 
(segid 3A4 and resid 357 and name CA 
(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 357 and name N 
(segid 3A4 and resid 360 and name C 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name CB 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 361 and name N 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 351 and name C 
(segid 3A4 and resid 351 and name O 
(segid 3A4 and resid 352 and name C 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 352 and name CG 
(segid 3A4 and resid 352 and name N 
(segid 3A4 and xesid 352 and name O 
(segid 3A4 and resid 353 and name C 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and xesid 353 and name CG 
(segid 3A4 and resid 353 and name N 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and zesid 354 and name CA 
(segid 3A4 and resid 354 and name CB 
(segid 3A4 and resid 354 and name N 
(segid 3A4 and resid 355 and name CA 
(segid 3A4 and resid 355 and name CB 
(segid 3A4 and resid 356 and name CA 
(segid 3A4 and resid 356 and name CB 
(segid 3A4 and resid 357 and name CA 
(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 357 and name N 
(segid 3A4 and resid 358 and name CA 
(segid 3A4 and resid 358 and name CB 
(segid 3A4 and resid 359 and name CA 
(segid 3A4 and resid 359 and name CB 
(segid 3A4 and res id 360 and name CA 



assign (segid 3A4 and resid 351 and name CA ) (segid 3A4 and resid 360 and name CB 



assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 



(segid 3A4 and resid 360 and name 0 

(segid 3A4 and resid 361 and name CA 

(segid 3A4 and resid 361 and name CB 

(segid 3A4 and resid 362 and name CA 

(segid 3A4 and resid 362 and name CB 

(segid 3A4 and resid 363 and name CA 

(segid 3A4 and resid 363 and name CB 



assign (segid 3A4 and resid 351 and name CA ) (segid 3A4 and resid 364 and name CA 



assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A1 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (seqid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 

assign (segid 3A4 and resid 351 and name CA ) 



(segid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB 
(segid 3A4 and resid 381 and name C 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 383 and name N 
(segid 3A4 and lesid 382 and name CA 
(segid 3A4 and resid 382 and name CB 
(segid 3A4 and resid 382 and name N 
(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 384 and name CA 
(segid 3A4 and resid 384 and narao CB 
(segid 3A4 and rosid 385 and name CA 
(segid 3A1 and resid 386 and name CA 
(segid 3A4 and resid 387 and name CA 
(segid 3A4 and resid 389 and name CA 



assign (segid 3A4 and resid 351 and name CA ) (segid 3A4 and resid 389 and name CB 



3.45 
2.14 
3.52 
3.75 
1.32 
4.60 
5.50 
4.87 
5.30 
6.83 
3.48 
5.41 
7.56 

7.53 

6.55 

7.31 

6.73 

7.34 

6.58 

5.34 

6.52 

6.38 

6.09 

5.30 

7.37 

5.89 

7.49 

6.71 

I. 54 
2.40 
4.70 
3.B2 
4.75 
4.87 
2.45 
5.90 
6.46 
5.68 
5.74 
7.21 
4.44 
6.29 
8.65 
9.85 
7.62 

10.11 
10.58 
7.95 
6.86 
7.41 
6.21 
7.23 
10.75 
12.04 

II. 12 
12.27 

7.55 
6.80 
7.23 
9.57 
10.51 
11.65 
12.47 
11.88 
12.63 
13.18 
13.19 
14.18 
15.38 
6.21 
5.55 
6.27 
6.70 
6.69 
5.69 
7.68 
11.37 
12.00 
11.10 
12.60 
16.09 
18.06 
17.95 



07 
02 
07 
19 
01 
.08 
.22 
0.12 
0.13 
0.15 
0.08 
0.29 
0.16 
0.22 
0.19 
0.45 
0.54 
0.36 
0.31 
0.26 
0.39 
0.14 
0.19 
0.28 
0.23 
0.12 
0.16 
0.55 
0.02 
0.01 
0.04 
0.01 
0.06 
0.18 
0.01 
0.04 
0.23 
0.10 
0.13 
0.14 
0.07 
0.32 
0.25 
0.20 
0.21 
0.42 
0.49 
0.60 
0.67 
0.42 
0.37 
0.50 
0.50 
0.52 
0.28 
0.27 
0.21 
0.29 
0.14 
0.14 
0.18 
0.11 
0.15 
0.17 
0.26 
0.14 
0.20 
0.26 
0.25 
0.53 
0.62 
0.65 
0.54 
0.67 
0.48 
0.51 
0.53 
0.50 
0.70 
0.71 
0.69 
0.58 
0.60 



0.07 
0.01 
0.07 
0.20 
0.02 
0.08 
0.21 
0.11 
0.14 
0.14 
0.09 
0.29 
0.15 
0.21 
0.20 
0.46 
0.54 
0.36 
0.31 



26 
38 
15 
19 
28 
,23 
0.12 
0.15 
0.54 
0.01 
0.01 
0.04 
0.02 
0.07 
0.17 
0.01 
0.05 
0.22 
0.11 
0.14 
0.15 
0.06 
0.33 
0.25 
0.20 
21 
43 



49 
61 
67 
43 
38 
0.50 
0.50 
0.53 
0.29 
0.26 
0.20 
0.29 
0.14 
0.15 
0.17 
0.10 
0.16 
0.16 
0.25 
0.14 
0.20 
0.26 
0.26 
0.53 
0.61 
0.65 
0.54 
0.67 
0.48 
0.51 
0.53 
0.50 
0.70 
0.71 
0.68 
0.58 
0.60 
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assign {segid 3A4 and lesid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and nama CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and zesid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name CA 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name N 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name O 
assign (segid 3A4 and resid 351 and name 0 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 
assign (segid 3A4 and resid 352 and name C 



(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 351 and name C ) 
(segid 3A4 and resid 351 and name CA } 
(segid 3A4 and resid 351 and name O ) 
(segid 3A4 and resid 352 and name C ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 352 and name CG ) 
(segid 3A4 and resid 352 and name N > 
(segid 3A4 and resid 352 and name O ) 
(segid 3A4 and resid 353 and name C ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name CG ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name O ) 
(segid 3A4 and resid 354 and name N ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 381 and name C ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name N ] 
(segid 3A4 and resid 3B2 and name CA ) 
(segid 3A4 and resid 3B2 and name CB } 
(segid 3A4 and resid 382 and name N ) 
(segid 3A4 and resid 352 and name C ) 
(segid 3A4 and resid 352 and name CA J 
(segid 3A4 and resid 352 and name CB ] 
(segid 3A4 and resid 352 and name CG ] 
(segid 3A4 and resid 352 and name N ] 
(segid 3A4 and resid 352 and name O ] 
(segid 3A4 and resid 353 and name C ] 
(segid 3A4 and resid 353 and name CA ] 
(segid 3A4 and resid 353 and name CB ! 
(segid 3A4 and resid 353 and name CG ] 
(segid 3A4 and resid 353 and name N ; 
(segid 3A4 and resid 353 and name O ] 
(segid 3A4 and resid 354 and name CA ! 
(segid 3A4 and resid 354 and name N 
(segid 3A4 and resid 356 and name C 
(segid 3A4 and resid 356 and name CB ] 
(segid 3A4 and resid 357 and name C 
(segid 3A4 and resid 357 and name CA 
(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 357 and name N 
(segid 3A4 and resid 357 and name O 
(segid 3A4 and resid 359 and name C 
(segid 3A4 and resid 360 and name C 
(segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name CB 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 361 and name CA 
(segid 3A4 and resid 361 and name N 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 352 and name CG 
(segid 3A4 and resid 352 and name O 
(segid 3A4 and resid 353 and name C 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and resjd 353 and name CG 
(segid 3A4 and resid 353 and name N 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name OD1 
(segid 3A4 and resid 354 and name C 
(segid 3A4 and resid 354 and name CA 
(segid 3A4 and resid 354 and name CB 
(segid 3A4 and resid 354 and name M 



35.56 0.50 0.50 

15.45 0.47 0.47 

16.23 0.54 0.53 

15.32 0.50 0.51 

16.70 0.53 0.53 

15.95 0.60 0.60 
18.25 0.50 0.51 
17.04 0.50 0.51 
17.40 0.55 0.55 

16.96 0.53 0.54 
18.11 0.43 0.44 

16.68 1.04 1.03 
14.66 0.62 0.62 
16.50 0.95 0.94 

18.69 0.91 0.91 
2.50 0.02 0-01 
1.46 0.00 0.01 
3.63 0.03 0.02 
4.82 0.03 0.03 
4.18 0.02 0.03 
4.95 0.07 0.06 
5.25 0.16 0.15 
2.74 0.03 0.04 
6.01 0.05 0.04 
6.54 0.16 0.16 

5.50 0.08 0.08 
5.33 0.14 0.15 
6.71 0.14 0.14 
4.39 0.06 0.07 
6.56 0.26 0.26 
7.70 0.12 0.12 
7.08 0.62 0.63 
7.25 0.28 0.27 
6.42 0.59 0.60 
6.03 0.67 0.68 

6.76 0.72 0.72 
6.48 0.53 0.52 
6.16 0.63 0.62 

5.70 0.52 0.51 
3.79 0.11 0.11 

2.77 0.03 0.04 
3.90 0.13 0.12 
3.97 0.31 0.32 
2.25 0.01 0.00 

4.82 0.15 0.14 
5.61 0.28 0.28 

5.31 0.18 0.17 

5.88 0.18 0.18 
7.38 0.20 0.20 
3.97 0.12 0.13 
5.35 0.36 0.37 

7.38 0.31 0.31 
6.61 0.28 0.28 

6.89 0.48 0.49 

6.71 0.53 0.54 
6.56 0.41 0.41 

5.83 0.36 0.36 

4.46 0.31 0.31 
6.01 0.43 0.43 

6.39 0.61 0.61 
7.53 0.25 0.25 
5.53 0.18 0.19 
5.21 0.21 0.22 
4.66 0.32 0.31 
6.52 0.25 0.25 
5.00 0.16 0.16 

7.47 0.19 0.19 
6.73 0.19 0.19 
6.79 0.49 0.49 

2.51 0.02 0.02 
3.89 0.05 0.04 
1.23 0.00 0.01 
3.07 0.05 0.06 
2.44 0.01 0.02 
3.71 0.03 0.03 
4.97 0.05 0.06 
1.34 0.01 0.01 

3.68 0.14 0.14 

5.32 0.10 0.10 
5.94 0.05 0.05 
4.83 0.07 0.07 
5.66 0.10 0.11 

3.69 0.06 0.06 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 

10 assign 
assign 
assign 
assign 
assign 

15 assign 
assxgn 
assign 
assign 
assign 

20 assign 
assign 
assign 
assign 
assign 

25 assign 
assign 
assign 
assign 
assign 

JU assign 
assign 
assign 
assign 
assign 

35 assign 
assign 
assign 
assign 
assign 

40 assign 
assign 
assign 
assign 
assign 

45 assign 
assign 
assign 
assign 
assign 

50 assign 
assign 
assign 
assign 
assign 

55 assign 
assign 
assign 
assign 
assign 

60 assign 
assign 
assign 
assign 
assign 

Oj assign 
assign 
assign 
assign 
assign 

70 assign 
assign 
assign 
assign 
assign 

75 assign 
assign 
assign 
assign 
assign 

oU assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A1 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A1 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and lesid 352 
and cesid 352 
and tesid 352 
and re&id 352 
and lesid 352 
and resid 352 
and resid 352 
and zesid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and re&id 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and tesid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and tesid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 
and resid 352 



and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and re3id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



354 and name O 

355 and name c 
355 and name CA 

355 and name N 

356 and name C 
356 and name CA 
356 and name CB 

356 and name N 

357 and name C 
357 and name CA 
357 and name CB 
357 and name N 
360 and name C 
360 and name CA 
360 and name CB 
360 and name N 

360 and name O 

361 and name N 
352 and name C 
352 and name CB 
352 and name CG 

352 and name O 

353 and name C 
353 and name CA 
353 and name CB 
353 and name CG 
353 and name N 
353 and name O 

353 and name OD1 

354 and name C 
354 and name CA 
354 and name CB 

354 and name N 

355 and name CA 
355 and name CB 

355 and name N 

356 and name C 
356 and name CA 
356 and name CB 

356 and name N 

357 and name C 
357 and name CA 
357 and name CB 

357 and name N 

358 and name CA 

358 and name CB 

359 and name CA 

359 and name CB 

360 and name C 
360 and name CA 
360 and name CB 
360 and name N 

360 and name O 

361 and name CA 
361 and name CB 

361 and name N 

362 and name CA 

362 and name CB 

363 and name CA 

363 and name CB 

364 and name CA 

364 and name CB 

365 and name CA 
365 and name CB 

381 and name CA 

382 and name CA 

382 and name CB 

383 and name CA 

384 and name CA 

384 and name CB 

385 and name CA 

386 and name CA 
429 and name CA 

433 and name CA 

434 and name CA 

352 and name CG 

353 and name C 
353 and name CA 
353 and name CB 
353 and name CG 
353 and name H 
353 and name O 
353 and name OD1 



6.78 
7.59 
7.48 
6.23 
7.00 
7.08 
6.66 
6.61 
6.49 
6.29 
5.54 
5.98 
5.79 
5.19 
3.78 
6.06 
5.94 
6.53 
1.53 

I. 53 
2.57 
2.42 
4.44 
3.82 
4.86 
6.26 
2.45 
4.80 
6.73 
7.24 
6.16 
7.00 
5.13 
8.80 
9.46 
7.60 
7.66 
7.91 
7.36 
7.67 
7.00 
6.70 
5.64 
6.62 
8.75 

10.18 
8.51 
9.83 
5.25 
4.97 
3.81 
6.12 
.11 
.83 
7.45 
6.09 
9.67 
10.44 
11.04 

II. 90 
12.78 
12.55 
14.72 
15.99 

9.04 
10.41 
10.25 
11.13 
14.76 
15.64 
14.62 
16.11 
18.32 
15.46 
17.18 
1.52 
5.56 
4.86 
5.96 
7.25 
3.62 
6.10 
7.68 



0.10 
0.07 
0.08 
0.07 
0.11 
0.14 
0.24 
0.10 
0.29 
0.13 
0.15 
0.09 
0.25 
0.27 
0.31 



5.3 
6.E 



34 
19 
30 
01 
01 
04 
0.01 
0.05 
0.02 
0.04 
0.06 
0.02 
0.16 
0.09 
0.05 
0.08 
0.12 
0.06 
0.07 
0.19 
0.04 
0.17 
0.19 
0.29 
0.14 
0.29 
0.18 
0.20 
0.13 
0.16 
0.16 
0.28 
0.25 
0.19 
0.22 
0.26 
0.27 
0.15 
0.19 
0.23 
0.21 
0.22 
0.24 
0.32 
0.41 
0.17 
0.17 
0.34 
0.29 
0.S5 
0.55 
0.65 
0.59 
0.59 
0.56 
0.71 
0.72 
0.92 
0.80 
0.76 
0.01 
0.07 
0.03 
0.10 
0.10 
0.04 
0.18 
0.14 



11 
07 
09 
07 
11 
14 
25 
11 
0.29 
0.13 
0.16 
0.10 
0.25 
0.27 
0.31 
0.34 
0.19 
0.30 
0.01 
0.01 
0.04 
0.00 
0.04 
0.02 
0.04 
0.06 
0.01 
0.15 
0.08 
0.06 
0.08 
0.13 
0.06 
0.08 
0.19 
0.05 
0.16 
0.19 
0.30 
0.13 
0.29 
0.17 
0.20 
0.13 
0.16 
0.15 
0.28 
0.24 
0.19 
0.22 
0.27 
0.27 
0.14 
0.20 
0.23 
0.22 
0.23 
0.24 
0.32 
0.41 
0.17 
0.17 
0.35 
0.30 
0.55 
0.56 
0.64 
0.59 
0.58 
0.56 
0.72 
0.73 
0.91 
0.80 
0.77 
0.01 
0.07 
0.03 
0.09 
0.10 
0.05 
0.17 
0.13 
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assxgn 


(segid 3A4 


and 


re s id 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


354 


and 


na me 


CA ) 


7.05 


0.15 


0.16 


assign 


(segid 3A4 


and 


res id 


352 


and 


name 


CD ) 


(segid 3A4 


and 


resid 


354 


and 


name 


CB ) 


7.65 


0.24 


0.23 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


354 


and 


name 


N ) 


6.03 


0.11 


0.10 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


355 


and 


name 


CA ) 


9.96 


0.07 


0.07 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


355 


and 


name 


CB ) 


10.57 


0.19 


0.18 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


356 


and 


name 


CA ) 


9.36 


0.18 


0.18 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


356 


and 


name 


CB ) 


8.84 


0.31 


0.31 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


35*7 


and 


name 


CA ) 


8. OS 


0.20 


0.20 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


351 


and 


name 


CB ) 


6.98 


0.23 


0.23 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


358 


and 


name 


CA ) 


9.65 


0.25 


0.26 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


358 


and 


name 


CB ) 


11.09 


0.30 


0.29 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


359 


and 


name 


CA ) 


8.94 


0.36 


0.37 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


359 


and 


name 


CB ) 


10.23 


0.38 


0.38 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


360 


and 


name 


C ) 


5.33 


0.31 


0.30 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


360 


and 


name 


CA ) 


5.41 


0.31 


0.30 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


360 


and 


name 


CB* ) 


4 .34 


0.30 


0.31 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


360 


and 


name 


N ) 


6.56 


0.35 


0.35 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


360 


and 


name 


0 ) 


5.15 


0.29 


0.28 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


361 


and 


name 


CA ) 


6.39 


0.29 


0 .30 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


361 


and 


name 


CB ) 


6.60 


0.28 


0.29 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


361 


and 


name 


N ) 


5.92 


0.32 


0.32 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


362 


and 


name 


CA ) 


9. 61 


0.32 


0.31 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


362 


and 


name 


CB ) 


10.51 


0.32 


0.31 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


363 


and 


name 


CA J 


11.08 


0.38 


0.39 


assign 


(segid 3A4 


and 


resid 352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


363 


and 


name 


CB J 


11.81 


0.44 


0.45 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


364 


and 


name 


CA ) 


13.22 


0.27 


0.27 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


364 


and 


name 


CB ) 


13.07 


0.30 


0.29 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


365 


and 


name 


CA ) 


IS. 32 


0.35 


0. 34 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB > 


(segid 3A4 


and 


resid 


365 


and 


name 


CB ) 


16.52 


0.26 


0.25 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


381 


and 


name 


CA ) 


10.12 


0. 62 


0. 63 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


( segid 3A4 


and 


resid 


382 


and 




CA ) 


11 . 18 


0.58 


0.57 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid. 3A4 


and 


resid 


382 


and 


name 


CB ) 


10. 99 


0 . 63 


0. 63 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


383 


and 


name 


CA ) 


11 .52 


0.65 


0.65 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


384 






CA ) 


15. 20 


0. 64 


0.64 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid. 3A4 


and 


resid 


384 


and 


name 


CB ) 


16.17 


0. 62 


0. 61 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


( segid 3A4 


and 


resid 


385 


and 


name 


CA ) 


15.11 


0.73 


0.74 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


386 


and 


name 


CA } 


16.86 


0.74 


0.73 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


426 




name 


CA ) 


17 .22 


1. 54 


1 .54 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 




427 


and 


name 


CA ) 


17 .27 


1 . 18 


1.18 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


428 






CA ) 


17 . 76 


1 . 25 


1.24 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


429 


and 


name 


CA ) 


17.16 


1. 02 


1 .03 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 




resid 


433 






CA ) 


14 .53 


0 . 87 


0.86 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


( segid 3A4 


and 


resid 


434 


and 


name 


CA ) 


16.27 


0 . 81 


0.82 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CB ) 


(segid 3A4 


and 


resid 


435 


and 


name 


CA ) 


17 .99 


0.86 


0. 67 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CG ) 


(segid 3A4 


and 


resid 


353 


and 


name 


C ) 


6.89 


0 . 10 


0.11 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CG ) 


(segid 3A4 


and 


resid 


353 


and 


name 


CA ) 


6. 25 


0 . 01 


0 .01 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CG ) 


(segid 3A4 


and 


resid 


353 


and 


name 


CB ) 


7.26 


0.09 


0.09 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CG ) 


(segid 3A4 


and 


resid 


353 


and 


name 


N ) 


4 .93 


0.02 


0 .02 


assign 


(segid 3A4 


and 


resid 


352 


and 


name 


CG ) 


(segid 3A4 


and 


resid 


353 


and 


name 


O ) 


7 .29 


0.23 
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(segid 3A4 and resid 359 and name CB ) 10.67 
(segid 3A4 and resid 360 and name CA ) 6.78 
(segid 3A4 and resid 360 and name CB ) 5.35 
(segid 3A4 and resid 361 and name CA ) 9.54 
(segid 3A4 and resid 361 and name CB ) 9.97 
(segid 3A4 and resid 362 and name CA ) 12.19 
(segid 3A4 and resid 362 and name CB ) 12.58 
(segid 3A4 and resid 363 and name CA ) 13.97 
(segid 3A4 and resid 363 and name CB ) 15.04 
(segid 3A4 and resid 364 and name CA ) IS. 06 
(segid 3A4 and resid 364 and name CB ) 14.53 
(segid 3A4 and resid 365 and name CA ) 16.96 
(segid 3A4 and resid 365 and name CB ) 18.36 
(segid 3A4 and resid 381 and name CA ) 9.87 
(segid 3A4 and resid 382 and name CA ) 11.28 
(segid 3A4 and resid 382 and name CB ) 10.76 
(segid 3A4 and resid 383 and name CA J 13.09 
(segid 3A4 and resid 384 and name CA J 16.34 
(segid 3A4 and resid 384 and name CB ) 17.19 
(segid 3A4 and resid 385 and name CA ) 15.48 
(segid 3A4 and resid 386 and name CA ) 16.14 
(segid 3A4 and resid 433 and name CA ) 18.71 
(segid 3A4 and resid 353 and name CG ) 1.52 
(segid 3A4 and resid 3S3 and name OD1) 2.43 
(segid 3A4 and resid 354 and name C ) 5.02 
(segid 3A4 and resid 354 and name CA > 4.76 
(segid 3A4 and resid 354 and name CB ) 5.84 
(segid 3A4 and resid 354 and name N ) 3.50 
(segid 3A4 and resid 354 and name O ) 6.05 
(segid 3A4 and resid 355 and name C ) 5.37 
(segid 3A4 and resid 355 and name CA ) 5.31 
(segid 3A4 and resid 35S and name CB ) 5.36 
(segid 3A4 and resid 355 and name N } 4.49 
(segid 3A4 and resid 355 and name O > 6.47 
(segid 3A4 and resid 356 and name C ) 5.85 
(segid 3A4 and resid 356 and name CA ) 5.13 
(segid 3A4 and resid 356 and name CB ) 4.46 
(segid 3A4 and resid 356 and name N ) 4.51 
(segid 3A4 and resid 356 and name O ) 7.01 
(segid 3A4 and resid 357 and name C ) 7.07 
(segid 3A4 and resid 357 and name CA ) 6.52 
(segid 3A4 and resid 357 and name CB ) 6.39 
(segid 3A4 and resid 357 and name N ) 5.45 
(segid 3A4 and resid 358 and name CA ) 9.10 
(segid 3A4 and resid 358 and name CB ) 10.36 
(segid 3A4 and resid 359 and name CA ) 10.4 9 
(segid 3A4 and resid 359 and name CB ) 11.91 
(segid 3A4 and resid 360 and name CA ) 8.08 
(segid 3A4 and resid 360 and name CB ) 6.71 
(segid 3A4 and resid 361 and name CA ) 10.95 
(segid 3A4 and resid 361 and name CB ) 11.44 
(segid 3A4 and resid 362 and name CA ) 13.47 
(segid 3A4 and resid 362 and name CB ) 13.85 
(segid 3A4 and resid 363 and name CA ) 15.03 
(segid 3A4 and resid 363 and name CB ) 16.10 
(segid 3A4 and resid 364 and name CA ) 15.95 
(segid 3A4 and resid 364 and name CB ) 15.4 4 
(segid 3A4 and resid 365 and name CA ) 17.59 
(segid 3A4 and resid 365 and name CB ) 18.99 
(segid 3A4 and resid 381 and name CA ) 9.32 
(segid 3A4 and resid 382 and name CA ) 10.55 
(segid 3A4 and resid 382 and name CB ) 9.91 
(segid 3A4 and resid 383 and name CA ) 12.74 
(segid 3A4 and resid 384 and name CA ) 15.78 
(segid 3A4 and resid 384 and name CB ) 16.62 
(segid 3A4 and resid 385 and name CA ) 14.66 
(segid 3A4 and resid 386 and name CA ) 15.04 
(segid 3A4 and resid 387 and name CA ) 17.98 
(segid 3A4 and resid 390 and name CB ) 18.78 
(segid 3A4 and resid 353 and name 0D1) 1.26 
(segid 3A4 and resid 354 and name C ) 4.83 
(segid 3A4 and resid 354 and name CA ) 4.84 
(segid 3A4 and resid 354 and name CB ) 5.74 
(segid 3A4 and resid 354 and name N ) 3.73 
(segid 3A4 and resid 354 and name 0 ) 5.92 
(segid 3A4 and resid 355 and name C ) 4.93 



0.25 
0.11 
0.16 
0.09 
0.24 
0.19 
0.46 
0.37 
0.32 
0.35 
0.31 
0.35 
0.36 
0.41 
0.38 
0.45 
0.31 
0.30 
0.57 
0.55 
0.33 



49 
60 
49 
50 
46 
0.66 
0.71 
0.7? 
0.01 
0.04 
0.06 
0.04 
0.08 
0.05 
0.12 
0.10 
0.15 
0.26 
0.09 
0-12 
0.13 
0.13 
0.19 
0.07 
0.13 
0.20 
0.16 
0.22 
0.14 
0.36 
0.31 
0.44 
0.34 
0.32 
0.33 
0.30 
0.33 
0.35 
0.39 
0.37 
0.43 
0.37 
0.36 
0.69 
0.67 
0.27 
0.47 
0.58 
0.47 
0.49 
0.45 
0.66 
0.70 
0.72 
0.53 
0.03 
0.05 
0.11 
0.16 
0.13 
0.02 
0.09 



0.25 
0.11 
0.17 
0.08 
0.24 
0.20 
0.45 
0.37 
0.33 
0.34 
0.32 
0.35 
0.36 
0.40 
0.39 
0.45 
0.30 
0.30 
0.58 
0.55 
0.33 
0.49 
0.61 
0.50 
0.50 
0.47 
0.66 
0.70 
0.71 
0.01 
0.03 
0.07 
0.04 
0.08 
0.05 
0.12 
0.11 
0.15 
0.27 
0.09 
0.12 
0.12 
0.13 
0.19 
0.08 
0.13 
0.20 
0.15 
0.21 
0.13 
0.36 
0.32 
0.45 
0.34 
0.32 
0.34 
0.30 
0.33 
0.36 
0.40 
0.38 
0.43 
0.37 
0.35 
0.70 
0.67 
0.28 
0.47 
0.59 
0.48 
0.48 
0.44 
0.66 
0.71 
0.72 
0.53 
0.03 
0.06 
0.12 
0.16 
0.14 
0.02 
0.10 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
as&ign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 353 and name CG ) 

(sogid 3A4 and rabid 353 and name CG ) 

(segid 3A1 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name CG ) 

{ segid 3A4 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name CG ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 3S3 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N } 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 

(segid 3A4 and resid 353 and name N ) 



(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and namo N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 353 and name N ) 
(segid 3A4 and resid 3S3 and name O ) 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and' resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name O 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and cesid 353 and name OD1) 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and resid 353 and name OD1) 



(sogid 3A4 and resid 353 and name OD1) 



(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 355 and name n } 
(segid 3A4 and resid 355 and name O ) 
(segid 3A4 and resid 356 and name C ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 356 and name N ) 
(segid 3A4 and resid 356 and name O ) 
{segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 353 and name C ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name CG ) 
(segid 3A4 and resid 353 and name O ) 
(segid 3A4 and resid 353 and name OD1) 
(segid 3A4 and resid 354 and name C ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 354 and name N ) 
(segid 3A4 and resid 354 and name O ) 
(segid 3A4 and resid 355 and name C ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 355 and name N ) 
(segid 3A4 and resid 355 and name O ) 
(segid 3A4 and resid 356 and name C ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 356 and name N ) 
(segid 3A4 and resid 356 and name o ) 
(segid 3A4 and resid 357 and name C ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 357 and name O ) 
(segid 3A4 and resid 360 and name C ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name N ) 
(segid 3A4 and resid 360 and name O > 
(segid 3A4 and resid 353 and name CB J 
(segid 3A4 and resid 353 and name CG ) 
I segid 3A4 and resid 353 and name ODD 
(segid 3A4 and resid 354 and name C ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 354 and name N ) 
(segid 3A4 and resid 354 and name O ) 
(segid 3A4 and resid 355 and name C ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB > 
(segid 3A4 and resid 355 and name N ) 
(segid 3A4 and resid 355 and name O ) 
(segid 3A4 and resid 356 and name C ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 356 and name N ) 
(segid 3A4 and resid 356 and name O ) 
(segid 3A4 and resid 357 and name C ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 357 and name O ) 
and resid 358 and name C ) 
and resid 358 and name CA ) 
and resid 358 and name N ) 
and resid 360 and name C ) 
and resid 360 and name CA ) 
and resid 360 and name CB ) 
and resid 360 and name N ) 
and resid 354 and name C ) 
and resid 354 and name CA ) 
and resid 354 and name CB ) 
and resid 354 and name N ) 
and resid 354 and name 0 ) 
and resid 355 and name C ) 
and resid 355 and name CA ) 
and reaid 355 and name CB ) 
and resid 355 and name N ) 
and resid 355 and name O \ 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(sogid 3A4 



4.61 
4.30 
3.97 
6.00 
6.26 
5.27 
4.79 
4.40 
7.43 
7.27 
7.41 
6.04 
2.43 
1.46 
2.45 
3.83 
2.96 
4.34 
5.50 
4.67 
5.70 
3.40 
6.41 
6.70 
6.68 
7.16 
5.55 
7.83 
6.26 
6.12 
5.57 
5.68 
7.36 
6.40 
6.00 
5.40 
5.42 
6.03 
6.83 
6.07 
4.68 
6.87 
6.96 
2.95 
3.65 
3.58 
3.00 
2.79 
4.24 
2.25 
3.70 
3.97 
4.15 
5.03 
3.17 
5.08 
3.74 
3.64 
3.74 
2.99 
4.93 
4.19 
3.86 
4.00 
2.93 
4.05 
6.70 
6.24 
5.48 
7.25 
6.00 
4.84 
6.31 
3.99 
4.09 
4.85 
3.19 
5.11 
4.39 
3.76 
3.49 
3.04 
5.50 



0.13 
0.25 



09 
11 
22 
21 
25 
16 
22 
22 
25 
0.21 
0.03 
0.00 
0.02 
0.04 
0.06 
0.07 
0.08 
0.05 
0.06 
0.04 
0.17 
0.10 
0.11 
0.21 
0-07 
0.08 
0.10 
0.13 
0.22 
0.10 
0.12 
0.24 
0.14 
0.20 
0.11 
0-72 
0.23 
0.27 
0.31 
0.35 
0.17 
0.06 
0.08 
0.16 
0.14 
0.04 
0.04 
0.01 
0.21 
0.18 
0.19 
0.25 
0.13 
0.13 
0.11 
0.18 
0.19 
0.23 
0.09 
0.24 
0.10 
0.15 
0.06 
0.69 
0.56 
0.43 
0.54 
0.42 
0.45 
0.40 
0.51 
0.11 
0.13 
0. 
0 
0 
0 
0 
0 
0 
0 



13 
25 
09 
12 
21 
21 
26 
16 



0.21 
0.21 
0.24 



21 
03 
00 
02 
04 
07 
0.08 
0.08 
0.04 
0.06 
0.04 
0.16 
0.10 
0.12 
0.22 
0.08 
0.07 
0.10 
0.14 
0.22 
0.11 
0.12 
0.25 
0.14 
0.19 
0.10 
0.72 
0.24 
0.27 
0.31 
0.34 
0.17 
0.07 
0.07 
0.16 
0.13 
0.03 
0.04 
0.00 
0.21 
0.19 
0.19 
0.25 
0.13 
0.13 
0.10 
0.19 
0.18 
0.24 
0.08 
0.24 
0.10 
0.16 
0.06 
0.69 
0.56 
0.43 
0.55 
0.42 
0.45 
0.41 
0.51 
0.11 
0.14 
0.21 
0.13 
0.11 
0.25 
0.13 
0.15 
0.12 
0.22 
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) 
) 
) 
> 
> 
) 
) 
> 

> 
) 
) 
) 
) 
> 
> 
) 
> 

) 

> 
) 
) 
) 
> 
) 
) 
) 
) 



assign (segid 3A4 and resid 353 and name ODD 
assign (segid 3A4 and res id 353 and name .001) 
assign (segid 3A4 and re3id 353 and name ODl) 
assign (segid 3A4 and res id 353 and name ODl) 
5 assign (segxd 3A4 and resid 353 and name ODl) 
assign (segid 3A4 and resid 353 and name ODl) 
assign (segid 3A4 and resid 353 and name ODl) 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
10 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and re3id 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
15 assign (segid 3A4 and resid 354 
assign ( segid 3A4 and resid 354 
assign (segid 3A4 and iesid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
20 assign {segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
25 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
30 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
35 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and iesid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
40 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
45 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
50 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
55 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
60 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
65 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
70 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
75 assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 
assign (segid 3A4 and resid 354 and name CB 
assign (segid 3A4 and resid 354 and name CB 
assign (segid 3A4 and resid 354 and name CB 
80 assign (segid 3A4 and resid 354 and name CB 
assign (segid 3A4 and resid 354 and name CB 
assign (segid 3A4 and resid 354 and name CB 
assign (segid 3A4 and resid 354 and name CB 



and name C 
and name C 
and name C 
and name C 
and name C 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 



(segid 3A4 and resLd 356 and name C ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 356 and name N ) 
(segid 3A4 and resid 357 and name C ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 354 and name O ) 
(segid 3A4 and resid 355 and name C ) 
(segid 3A4 and resid 355 and name CA ) 
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(segid 3A4 and resid 355 and name CB 
(segid 3A4 and resid 355 and name O 
(segid 3A4 and resid 356 and name C 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 



(segid 3A4 and resid 356 and name N ) 
(segid 3A4 and resid 356 and name O ) 
(segid 3A4 and resid 357 and name C ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 355 and name N 
(segid 3A4 and resid 355 and name N 
(segid 3A4 and resid 355 and name N 
(segid 3A4 and resid 355 and name N 
(segid 3A4 and resid 355 and name N 
(segid 3A4 and resid 355 and name H 
(segid 3A4 and resid 355 and name H 
(segid 3A4 and resid J55 and name N 
(segid 3A4 and tea id 355 and name N 
(segid 3A4 and resid 3S5 and name N 
(segid 3A4 and xesid 355 and name N 
(segid 3A4 and resid 355 and name H 
(segid 3A4 and resid 355 and name N 



(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 357 and name O ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 358 and name N > 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 381 and name CA } 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 356 and name C ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 1A4 and resid 356 and name CB ) 
(segid 3A4 and resid 356 and name N ) 
(segid 3A4 and resid 356 and name O ) 
(segid 3A4 and resid 357 and name C ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and namo CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 arid resid 355 and name C ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 355 and name O ) 
(segid 3A4 and xesid 356 and name C ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 356 and name H ) 
(segid 3A4 and resid 356 and name O ) 
(segid 3A4 and resid 357 and name C ) 
(segid 3A1 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
• ) (segid 3A4 and resid 357 and name N ) 



3.37 
2.42 
3.58 
1.33 
4.20 
5.39 
5.11 
6.21 
3.80 
5.77 
6.07 
1.52 
1.53 
2.39 
4.64 
3.80 
4.77 
2.43 
5.57 
5.97 
5.98 
7.01 
4.77 
6.14 
7.03 
7.79 
6.51 
9.76 
10.97 
9.29 
8.29 
12.71 
13.15 
14.42 
14.22 
16.48 
17.82 
16.47 
15.53 
18.34 
12.45 
14.56 
14.08 
17.07 
5.72 
4.59 
5.24 
3.33 
6.64 
7.41 
7.30 
8.23 
5.98 
8.52 
9-26 
11.18 
12.43 
10.52 
9.41 
13.86 
14.24 
15.75 
15.61 
17.79 
17.86 
16.97 
12.83 
14.64 
14.02 
17.34 
2.46 
1.46 
2.46 
3.58 
4.76 
4.15 
4.93 
2.71 
5.84 
5.46 
5.60 
6.43 
4.49 



0.10 
0.02 
0.07 
0.00 
0.10 
0.23 
0.18 
0.15 
0.15 
0.31 
0.74 
0.01 
0.02 
0.00 
0.08 
0.01 
0.05 
0.01 
0.09 
0.24 
0.17 
0.15 
0.14 
0.44 
0.70 
0.61 
0.63 
0.67 
0.59 
0.40 
0.30 
0.43 
0.47 
0.58 
0.65 
0.56 
0.57 
0.65 
0.66 
0.92 
0.43 
0.65 
0.74 
0.57 
0.06 
0.05 
0.10 
0.06 
0.08 
0.21 
0.13 
0.10 
0.10 
0.67 
0.59 
0.67 
0.60 
0.38 
0.31 
0.43 
0.47 
0.54 
0.62 
0.52 
0.59 
0.62 
0.49 
0.76 
0.86 
0.69 
0.03 
0.01 
0.03 
0.05 
0.08 
0.05 
0.09 
0.04 
0.09 
0.24 
0.15 
0.14 
0.13 



0.09 
0.03 
O.06 
0.00 
0.10 
0.23 
0.19 
0.15 
0.16 
0.32 
0.75 
0.00 
0.03 
0.01 
0.08 
0.01 
0.04 
0.01 
0.09 
0.24 
0.17 
0.15 
0.13 
0.43 
0.70 
0.62 
0.63 
0.67 
0.59 
0.40 
0.29 
0.44 
0.48 
0.58 
0.66 
0.57 
0.58 
0.65 
0.67 
0.92 
0.43 
0.65 
0.75 
0.57 
0.07 
0.04 
0.09 
0.06 
0.07 
0.21 
0.13 
0.10 
0.10 
0.67 
0.60 
0.67 
0.59 
0.39 
0.31 
0.42 
0.47 
0.55 
0.63 
0.51 
0.60 
0.62 
0.49 
0.77 
0.86 
0.69 
0.03 
0.01 
0.03 
0.04 
0.07 
0.05 
0.08 
0.04 
0.08 
0.24 
0.16 
0.14 
0.13 



512 



assign (segid 3A4 and resid 355 and name N ) 
assign (segid 3A4 and resid 355 and name N ) 
assign (segid 3A4 and resid 355 and name N J 
assign (segid 3A4 and resid 355 and name N ) 
5 assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 355 and name O ) 
10 assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 355 and name .0 ) 
assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 355 and name O ) 
15 assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 355 and name O ) 
assign (segid 3A4 and resid 356 and name C ) 
assign (segid 3A4 and resid 356 and name C ) 
assign (segid 3A4 and resid 356 and name C ) 
20 assign (segid 3A4 and resid 356 and name C ) 
assign (segid 3A4 and resid 356 and name C ) 
assign (segid 3A4 and resid 356 and name C ) 
assign (segid 3A4 and resid 356 and name C ) 
assign (segid 3A4 and resid 356 and name C ) 
25 assign (segid 3A4 and resid 356 and name C ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA > 
30 assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
35 assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
40 assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
45 assign (segid 3A4 and resid 356 and name CA > 
assign (segid 3A4 and res\d 356 and name CA } 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA } 
assign (segid 3A4 and resid 356 and name CA ) 
50 assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA ) 
55 assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and resid 356 and name CA J 
assign (segid 3A4 and resid 356 and name CA ) 
assign (segid 3A4 and re9id 356 and name CA > 
assign (segid 3A4 and resid 356 and name CB ) 
60 assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
65 assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
as sign (segid 3A4 and resid 356 and name CB ) 
70 assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign* (segid 3A4 and resid 356 and name CB ) 
75 assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
80 assign (segid 3A4 and ressd 356 and name CB ) 
assign (segid 3A4 and rebid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 
assign (segid 3A4 and resid 356 and name CB ) 



(segid 3A4 and resid 357 and name O ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name N ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 355 arid name CB ) 
(segid 3A4 and lesid 356 and name C ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 356 and name N ) 
(segid 3A4 and resid 356 and name O ) 
(segid 3A4 and resid 357 and name C ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 357 and name O ) 
(segid 3A4 and resid 358 and name M ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 356 and name O ) 
(segid 3A4 and resid 357 and name C ) 
(segid 3A4 and re3ld 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 357 and name 0 ) 
(segid 3A4 and resid 358 and name N ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 356 and name C ) 
(segid 3A4 and resid 356 and name CB ) 
and resid 356 and name 0 ) 
and resid 357 and name C ) 
and resid 357 and name CA ) 
and resid 357 and name CB ) 
(segid 3A4 and resid 357 and name N ) 
(segid 3A4 and resid 357 and name O ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 358 and name N ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 357 and name C ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB } 
(segid 3A4 and resid 357 and name N > 
(segid 3A4 and resid 357 and name O ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB J 
(segid 3A4 and resid 383 and name CA J 



5.41 
6.52 
6.10 
7.07 
3.09 
3.62 
2.74 
4.00 
2.24 
4.12 
5.88 
5.56 
6.79 
4.35 
6.40 
6.41 
2.51 
1.23 
3.48 
2.44 
3.48 
1.33 
4.24 
4.59 
7.03 
1.52 

I. S5 
2.38 
4.72 
3.82 
4.71 
2.44 
5.32 
6.96 
7.75 
5.80 
9.74 

10.83 
8.54 
7.79 
12.24 
13.07 
13.45 
13.38 
14.71 
16.02 
14.36 
13.60 
15.62 
17.11 
9.08 

II. 67 
11.46 
14.22 
16.91 
17.34 
16.27 
16.00 

5.59 
4.46 
4.91 
3.17 
6.09 
8.07 
8.97 
10.54 
11.66 
8.78 
7.95 
12.37 
13.23 
13.77 
13.85 
14.79 
16.02 
14.63 
14.01 
15.70 
17.15 
7.82 
10.22 
9.96 
12.88 



0.60 
0.56 
0.53 
0.32 
0.10 
0.16 
0.05 
0.14 
0.01 
0.17 
0.37 
0.31 
0.26 
0.23 
0.23 
0.91 
0.04 
0.00 
0.09 
0.02 
0.06 
0.00 
0.14 
0.89 
0.24 
0.00 
0.02 
0.01 
0.04 
0.02 
0.04 
0.01 
0.24 
0.77 
0.84 
0.83 
0.44 
0.29 
0.31 
0.29 
0.29 
0.30 
0.38 
0.42 
0.43 
0.47 
0.46 
0.44 
0.80 
0.82 
0.43 
0.60 
0.67 
0.56 
0.63 
0.64 
0.76 
0.98 
0.06 
0.04 
0.05 
0.06 
0.25 
0.74 
0.81 
0.44 
0.26 
0.33 
0.36 
0.32 
0.32 
0.38 
0.40 
0.42 
0.48 
0.42 
0.40 
0.75 
0.76 
0.42 
0.60 
0.67 
0.59 



0.59 
0.56 
0.S2 
0.32 
0.10 
0.16 
0.06 
0.14 
0.02 
0.18 
0.37 
0.31 
0.26 
0.24 
0.23 
0.90 
0.03 
0.00 
0.08 
0.01 
0.07 
0.01 
0.13 
0.90 
0.24 
0.01 
0.01 
0.02 
0.05 
0.01 
0.04 
0.02 
0.23 
0.77 
0.B4 
0.84 
0.45 
0.28 
0.30 
0.29 
0.29 
0.30 
0.39 
0.42 
0.43 
0.47 
0.46 
0.44 
0.80 
0.81 
0.44 
0.61 
0.67 
0.56 
0.62 
0.63 
0.76 
0.97 
0.07 
0.05 
0.06 
0.07 
0.24 
0.73 
0.81 
0.43 
0.26 
0.34 
0.31 
0.32 
0.33 
0.38 
0-40 
0.41 
0.48 
0.43 
0.41 
0.75 
0.76 
0.43 
0.61 
0.66 
0.58 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



80 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(3egid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(sogid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{ segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A1 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and res id 356 and name CB ) 
and resid 356 and name CB ) 
and resid 356 and name CB ) 
and resid 356 and name CB ) 
and resid 356 and name CB ) 



N 
O 
0 
O 
0 
O 

o 

0 

c 
c 
c 
c 
c 
c 
c 
c 
c 

! C 

c 
c 



and resid 356 and name CB 
and resid 356 and name N 
and resid 356 and name N 
and resid 356 and name H 
and resid 356 and name N 
and resid 356 and name N 
and resid 356 and name N 
and resid 356 and name N 
and resid 356 and name N 
and resid 356 and name N 
and resid 356 and name 
and resid 356 and name 
and resid 356 and name 
and resid 356 and name 
and resid 356 and name 
and resid 356 and name 
and re3id 356 and name 
and resid 356 and name 
and resid 35"? and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name 
and resid 357 and name _ 
and resid 357 and name C 
and resid 357 and name C 
and resid 357 and name C 
and resid 357 and name C 
and resid 357 and name C 
and resid 357 and name CA ) 
and resid 357 and name CA ) 
and resid 357 and name CA ) 
and resid 357 and name CA ) 
and resid 357 and name CA ) 
and resid 357 and name CA ) 
and resid 357 and name CA ) 
and resid 357 and name CA ) 
and resid 357 and name CA ) 
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0.13 
0.12 
0.10 
0.17 
0.08 
0.14 
0.14 
0.14 
0.14 
0.28 
0.30 
0.38 
0.38 
0.63 
0.67 
0.79 
0.56 
0.08 
0.03 
0.06 
0.03 
0.07 
0.20 
0.21 
0.28 
0.16 
0.24 
0.12 
0.12 
0.14 
0.14 
0.14 
0.17 
0.15 
0.14 
0.31 
0.32 
0.35 
0.35 
0.58 
0.57 
0.48 
0.04 
0.01 
0.02 
0.11 
0.03 
0.05 



13 
08 
02 
12 
11 
,19 
.10 
.21 
.17 
.22 
.13 
.26 
.04 
.02 
.03 
.04 
0.01 
0.05 
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to 



15 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



0 
0 

o 
o 
o 

0 

o 
o 



20 



25 



30 



35 



40 



assign 
assign 
assign 
assign 
assign 



45 



50 



55 



(segid 3A4 and res id 359 and name O 
(segid 3A4 and resid 359 and name O 
(segid 3A4 and resid 359 and name O 
(segid 3A4 and resid 359 and name O 
(segid 3A4 and resid 359 and name O 
(segid 3A4 and resid 359 and name 
(segid 3A4 and resid 3S9 and name 
(segid 3A4 and resid 359 and name 
(segid 3A4 and resid 359 and name 
(segid 3A4 and resid 359 and name 
(segid 3A4 and resid 359 and name 
(segid 3A4 and resid 359 and name 
(segid 3A4 and resid 359 and name 
(segid 3A4 and resid 359 and name O 
(segid 3A4 and resid 359 and name O 
assign {segid 3A4 and resid 359 and name O 
assign (segid 3A4 and resid 359 and name O 
assign (segid 3A4 and resid 35 and name C 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (seqid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 Bnd resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re*id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



80 



35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name C 
35 and name C 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA 1 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 



c 

C 
C 
C 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 361 and name C ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and tesid 361 and name H ) 
(segid 3A4 and resid 361 and name O ) 
(segid 3A4 and resid 362 and name C ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name N ) 
(segid 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 363 and name C ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name N ) 
(segid 3A4 and resid 363 and name 0 ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 364 and name N ) 
(segid 3A4 and resid 346 and name 0 ) 
(segid 3A4 and resid 349 and name C ) 
(segid 3A4 and resid 349 and name CA ) 



iseyiu o»« www*— - - - — 

(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 349 and name O 
(segid 3A4 and resid 350 and name C 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 350 and name N 
(segid 3A4 and resid 350 and name O 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name CG * 
(segid 3A4 and resid 35 and name O 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and zesid 
(segid 3A4 and zesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and 
(segid 3A4 and 



36 and name C 
36 and name CA 
36 and name H 

36 and name O 

37 and name C 
37 and name CA 
37 and name CB ) 
37 and name N ) 

37 and name 0 ) 

38 and name C ) 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name 0 ) 

39 and name C ) 
39 and name CA ) 
39 and name CB ) 
39 and name N ) 

39 and name O ) 

40 and name CA ) 
40 and name CB ) 
40 and name N ) 

^ , M 41 and name N ) 
resid 313 and name CA ) 
resid 313 and name CB ) 



3.93 
4.10 
5.10 
3.12 
5.06 
4.18 
3.63 
3.36 
2.95 
3.78 
6.71 
6.44 
5.50 
7.36 
7.29 
6.48 
6.60 
6.61 
6.05 
7.01 
6.52 
6.02 
6.11 
5.02 
5.09 
5.60 
6.11 
5.57 
5.21 
1.23 
2.99 
2.43 
1.33 
3.B5 
4.57 
4.41 
5.05 
3.23 
5.66 
4.95 
4.66 
4.58 
3.88 
6.15 
6.06 
5.02 



(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB J 
(segid 3A4 and resid 315 and name CA > 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CA 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 322 and name CA 
{segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 

1 " - - -I Mi names CA 1 



(segia ifti a"" — , _ 

(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CB 
(segid 3A4 and resid 329 and name CA 
(segid 3A4 and resid 329 and name CB 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and tesid 331 and name CB 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA 
(segid 3A4 and resid 336 and name CB ) 



0.13 
0.11 
0.16 
0.09 
0.13 
0.10 
0.09 
0.09 
0.12 
0.13 
0.14 
0.12 
0.10 
0.14 
0.23 
0.24 
0.20 
0.46 
0.27 
0.39 
0.53 
0.26 
0.54 
0.45 
0.57 
0.30 
0.66 
0.73 
0.80 
0.00 
0.03 
0.02 
0.00 
0.08 
0.10 
0.10 
0.20 
0.11 
0.11 
0.10 
0.14 
0.23 
0.12 
0.10 
0.12 
0.12 
0.18 
0.09 
0.12 
0.11 
0.12 
0.11 
0.09 
0.58 
0.52 
0.58 
0.55 
v 0.75 
0.75 
0.87 
0.44 
0.81 
0.72 
0.69 
0.79 
0.79 
0.35 
0.40 
0.20 
0.18 
0.25 
0.25 
0.87 
0.83 
1.08 
1.16 
1.10 
1.07 
1.23 
1.03 
0.89 
0.77 
0.77 



4.55 
4.16 
7.22 
7.24 
7.33 
5.95 
7.78 
17.60 
17.87 
14.52 
14.51 
15.59 
16.88 
16.83 
14.87 
17.45 
18.71 
16.11 
16.39 
15.08 
15.75 
14.76 
17.98 
19.43 
18.11 
17.68 
17.46 
16.73 
15.54 
16.42 
11.80 
11.10 
10.68 
13.87 
13.90 
16.57 
17.95 



0.13 
0.10 
0.15 
0.09 
0.13 
0.10 
0.10 
0.10 
0.11 
0.13 
0.14 
0.11 
0.09 
0.13 
0.23 
0.23 
0.21 
0.47 
0.26 
0.38 
0.54 
0.26 
0.54 
0.46 
0.57 
0.31 
0.67 
0.73 
0.79 
0.01 
0.03 
0.02 
0.00 
0.08 
0.10 
0.10 
0.20 
0.10 
0.11 
0.11 
0.14 
0.24 
0.11 
0.10 
0.12 
0.12 
0.19 
0.09 
0.12 
0.12 
0.12 
0.12 
0.09 
0.58 
0.52 
0.56 
0.55 
0.75 
0.75 
0.86 
0.44 
0.81 
0.72 
0.69 
0.79. 
0.80 
0.35 
0.39 
0.20 
0.18 
0.24 
0.26 
0.88 
0.83 
1.09 
1.17 
1.11 
1.07 
1.23 
1.03 
0.89 
0.76 
0.76 



I 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



35 and name CA ) (segid 3A4 and resxd 337 and name CA 16.38 
35 and name CA ) (segxd 3A4 and rosxd 337 and name CB 15.34 
3b and name CA ) (segid 3A4 and resid 341 and name CA 18.58 
35 and name CA ) (segid 3A4 and resid 341 and name CB 17.74 
35 and name CA (segid 3A4 and resid 342 and name CA 16.91 
35 and name CA ) (segxd 3A4 and resid 343 and name CA 13.10 
35 and name CA ) (segid 3A4 and resxd 343 and name CB 12.53 
35 and name CA ) (segxd 3A4 and resxd 344 and name CA 11.71 
35 and name CA ) (segxd 3A4 and resxd 344 and name CB ) 12.19 
35 and name CA ) (segid 3A4 and resid 345 and name CA 
35 and name CA ) (segid 3A4 and resxd 345 and name CB 
it Ind name CA ) (segid 3A4 and resxd 346 and name CA 
35 and name CA > (segid 3A4 and resid 346 and name CB 
35 and name CA ) (segid 3A4 and resxd 346 and name O 

(segid 3A4 and resxd 347 and name CA J 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA J 
(segid 3A4 and resid 349 and name C ) 
35 and name j (segid 3A4 and resid 349 and name CA ) 
35 anS name CA ) (segid 3A4 and resid 349 and name CB 
35 and name CA ) (segid 3A4 and resid 349 and name O ) 
35 Qn ( S egid 3A4 and resid 350 and name CA ) 

(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 350 and name N ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB > 
(segxd 3A4 and resxd 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resxd 353 and name CG > 
(segid 3A4 and resxd 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resxd 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 17.24 
(segid 3A4 and resid 35 and name C ) 1.31 
(segid 3A4 and resid 35 and name 0 ) 2.38 
(segid 3A4 and resid 360 and name CA ) 13.27 
(segid 3A4 and resid 360 and name CB ) H-»2 
(segid 3A4 and resid 361 and name CA ) 15.53 
(segid 3A4 and resid 361 and name CB ) 15.77 
(segid 3A4 and resxd 36 and name C ) 4.38 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 14.02 
(segid 3A4 and resid 384 and name CA ) 16.32 
(segid 3A4 and resxd 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
35 ana nem« , (segid 3A4 and resid 38 and name C ) 
35 and name CA ) (segxd 3A4 and resxd 
35 and name CA ) (segxd 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 



35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 



35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA J 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 



8.95 

9.24 

8.38 

7.99 

6.96 

9.11 
10.51 

10.05 
6.09 
6.88 
6.20 
5.96 
5.62 
6.00 
5.94 
9.07 
9.09 
9.59 
6.65 
5.59 
5.05 
9.62 

10.21 
9.20 
8.33 
9.71 
8.80 
11.98 
11.84 
14.47 
15.67 
15.79 



0.78 
0.73 
0.33 
0.42 
0.25 
0.29 
0.39 
0.19 
0.35 
0.15 
0.26 
0.35 
0.44 
0.33 
0.33 
0.37 
0.18 
0.17 
0.17 
0.32 
0.18 
0.57 
0.63 
0.37 
0.63 
0.64 
0.63 
0.76 
0.90 
0.98 
0.70 
0.63 
1.03 
1.12 
0.91 



36 and name CA ) 



36 and name N 

36 and name O 

37 and name C 
37 and name CA 
37 and name CB 
37 and name N 
37 and name O 



3.79 
2.43 
5.30 
5.53 
5.40 
5.69 
4.33 
6.68 
11.97 
11.51 
10.27 



35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA J 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 
35 and name CA ) 



38 and name CA ) 
38 and name CB ) 
38 and name N ) 
38 and name O ) 



17.39 
14.04 
13.98 
16.22 
18.63 
5.82 
5.30 
4.81 
4.66 
6.98 



87 
.85 
.86 
.61 
.68 
.63 
0.60 
0.01 
0.02 
0.59 
0.60 
0.56 
0.57 
0.04 
0.01 
0.03 
0.08 
0.13 
0.15 
0.28 
0.12 
0.14 
0.72 
0.56 
0.58 
0.46 
0.43 
0.42 



fseaid 3A4 and resxd 390 and name CA ) 18.16 
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(segxd 3A4 and resid 390 and name CB 
(segid 3A4 and resid 39 and name C 
Ceg id 3A4 and resid 
(segid 3A4 and resid 
( segid 3A4 and resid 
(segad 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



) 

) 

39 and name CA ) 
39 and name CB ) 

39 and name N ) 

40 and name CA ) 
40 and name CB ) 

40 and name H ) 

41 and name CA ) 
41 and name CB > 



18.15 
7.32 
6.15 
5.73 
5.22 
8.64 
8.76 
7.32 
9.93 
9.49 



0.78 
0.73 
0.33 
0.42 
0.24 
0.29 
0.39 
0.19 
0.34 
0.16 
0.27 
0.34 
0.45 
0.33 
0.33 
0.38 
0.17 
0.17 
0.18 
0.32 
0.17 
0.56 
0.62 
0.36 
0.63 
0.64 
0.62 
0.76 
0.90 
0.99 
0.70 
0.62 
1.04 
1.13 
0.92 
0.87 
0.86 
0.86 
0.61 
0.68 
0.64 
O.60 
0.01 
0.02 
0.59 
0.60 
0.57 
0.57 
0.04 
0.02 
0.03 
0.08 
0.14 
0.14 
0.28 
0.12 
0.14 
0.72 
0.56 
0.58 
0.45 
0.44 
0.42 
0.56 
0.57 
0.81 
0.51 
0.15 
0.22 
0.33 
0.17 
0.16 
0.50 
0.57 
0.12 
0.13 
0.21 
0.11 
0.10 
0.11 
0.12 
0.15 
0.24 



56 
57 
,81 
.51 
.16 
0.22 
0.32 
0.17 
0.16 
0.51 
0.56 
0.12 
0.13 
0.21 
0.12 
0.10 
0.10 
0.11 
0.16 
0.24 
I 
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assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and rend 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
60 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and reoxd 
70 assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
80 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



35 and name CA 
35 and name CA 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name K 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name N 
35 and name M 
35 and name N 
35 and name O 
35 and name O 
35 and name O 
35 and name 0 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 



35 and name CA ) 

35 and name O ) 

36 and name C ) 
36 and name CA ) 
36 and name N ) 

36 and name O ) 

37 and name C ) 
37 and name CA ) 
37 and name CB ) 
37 and name N ) 

37 and name O ) 
36 and name C ) 

38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name O ) 

39 and name C ) 
39 and name CA ) 



35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name O 
35 and name 
360 and name 
360 and name 
360 and name 
360 and name 
360 and name 
360 and name C 
360 and name C 
360 and name 
360 and name 
360 and name 
360 and name 
360 and name 
360 and name 
360 and name 
360 and name 
360 and name 



(segxd 3A4 and resxd 42 and name CA ) 
(segxd 3A4 and resid 42 and name CB ) 
(segxd 3A4 and resid 346 and name CB ) 
(segxd 3A4 and resxd 34 6 and name M ) 
(segxd 3A4 and resid 346 and name O ) 
(segxd 3A4 and resid 349 and name C ) 
(segxd 3A4 and resid 349 and name CA ) 
(segxd 3A4 and resxd 349 and name CB ) 
(segxd 3A4 and resxd 349 and name N ) 
(segid 3A4 and resid 349 and name O ) 
(segid 3A4 and resxd 350 Bnd name CA ) 
(segid 3A4 and resxd 350 and name CB J 
(segid 3A4 and resxd 350 and name N > 
(segid 3A4 and resxd 35 and name C ) 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 

(segid 3A4 and resxd — 

(segid 3A4 and resxd 34 6 and name O 
(segid 3A4 and resxd 34 9 and name C 
(segid 3A4 and resxd 349 and name O 
(segid 3A4 and resxd 350 and name C 
(segxd 3A4 and resxd 350 and name CA ) 
(segxd 3A4 and resxd 350 and name CB ) 
(segid 3A4 and resxd 350 and name N ) 
(segid 3A4 and resxd 36 and name C ) 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 



10.60 
9.83 
6.95 



0.14 
0.16 
0.42 
0.23 
0.33 
0.30 
0.13 



16 
0.15 
0.26 
0.72 
0.79 
0.54 
0.03 
0.01 
0.08 
0.08 
0.03 



39 and name CB 

39 and name N 

40 and name N 



) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



36 and name CA ) 
36 and name N ) 

36 and name O ) 

37 and name C ) 
37 and name CA ) 
37 and name CB ) 
37 and name N ) 

37 and name O ) 

38 and name C ) 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name O ) 

39 and name C ) 
39 and name CA ) 
39 and name CB ) 
39 and name N ) 

39 and name O ) 

40 and name C ) 
40 and name CA ) 
40 and name CB ) 

40 and name N } 

41 and name CB ) 
41 and name N ) 



( segiu jnt ouu ^ - «- — 

(segid 3A4 and resxd 360 and name CB ) 



iyeyj.u — - 

(segid 3A4 and resxd 360 and name 0 

(segid 3A4 and resxd 361 and name C 

(segid 3A4 and resxd 361 and name CA 

(segid 3A4 and resxd 361 and name CB 



I | bey - — — — 

} (segid 3A4 and resxd 361 and name 



(segid 3A4 and resxd 361 and name O 
(segxd 3A4 and resxd 362 and name C 



isegia j*\h ohs» *.^»*»*»- — — — 

(segid 3A4 and resxd 362 and name CA ) 



(acUlu ani u"w - — — 

(segid 3A4 and resxd 362 and name CB 
(segid 3A4 and resxd 362 and name N 
(segxd 3A4 and resxd 362 and name O 
(segxd 3A4 and resxd 363 and name C 
(segxd 3A4 and resxd 363 and name CA 
(segid 3A4 and resid 363 and name N 
(segid 3A4 and resid 364 and name N 



07 
35 
04 
55 
.62 
.51 
6.12 
5.92 
6.26 
5.93 
2.45 
1.45 
2.76 
5.37 
4.82 
3.61 
6.09 
6.24 
6.40 
6.78 
5.45 
7.29 
5.80 
5.44 
4.67 
5.17 
6.86 
7.39 
6.04 
5.62 
5.23 
7.64 
6.34 
6.51 
6.69 
6.60 
5.39 
5.15 
5.91 
2-92 
2.76 
2.25 
3.43 
4.08 
4.30 
5.16 
3.35 
5.03 
3.87 
3.82 
3.83 
3.29 
5.04 
4.98 
3.86 
3.52 
3.01 
6.11 
7.22 
6.39 
6.67 
5.02 
7.68 
6.84 
2.55 
1.23 
3.22 
2.42 
3.62 
1.33 
4.33 
4. 88 
4.55 
5.23 
3.22 
4.46 
7.68 
6.85 
6.04 
7.70 



04 
10 
19 
.19 
.33 
.15 
.20 
0.16 
0.24 
0.35 
0.21 
0.17 
0.13 
0.13 
0.23 
0.09 
0.12 
0.56 
0.31 
0.29 
0.42 
0.37 
0.56 
0.28 
0.05 
0.04 
0.03 
0.12 
0.17 
0.16 
0.24 
0.15 
0.16 
0.13 
0.16 
0.15 
0.19 
0.13 



0.14 
0.15 
0.42 
0.23 
0.33 
0.30 
0.14 
0.18 
0.15 
0.26 
0.71 
0.79 
0.54 
0.03 
0.01 
0.08 
0.07 
O.04 
0.03 
0.10 
0.19 
0.20 
0.33 
0.16 
0.21 
0.17 
0.25 
0.35 
0.22 
0.17 
0.12 
0.12 
0.23 
0.09 
0.12 
0.56 
0.31 
0.30 
0.42 
0.37 
0.56 
0.27 
0.06 
0.04 
0.02 
0.11 
0.17 
0.16 
0.24 
0.14 
0.16 
0.14 
0.16 
0.16 
0.18 
0.13 
0.13 
0.14 
0.19 
0.12 
0.14 
0.13 
0.13 
0.14 
0.14 
0.16 
0.16 
0.04 
0.00 
0.03 
0.01 
0.04 
0.00 
0.05 
0.09 
0.07 
0.10 
0.08 
0.11 
0.06 
0.14 
0.14 
0.06 



14 
0.14 
0.19 
0.13 
0.13 
0-13 
0.14 
0.14 
0.14 
0-15 
0.15 
0.04 
0.00 
0.02 
0.02 
0.04 
0.01 
0.06 
0.08 
0.08 
0.10 
0.08 
0.11 
0.07 
0.14 
0.14 
0.05 
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assign 
assign 
assign 
assign 
assign 
assign 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and res id 360 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and xesid 360 and name CA > 
(segid 3A4 and resid 360 and name CA J 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and tesid 360 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
assiyn (segid 3A4 and resid 360 and name CA ) 
assign (segxd 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
assign (segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
assign (segid 3A4 and resid 360 and name CB ) 
assign (segid 3A4 and resid 360 and name CB ) 
assign (segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB > 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and re3id 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name CB ) 
I segid 3A4 and resid 360 and name CB > 
(segid 3A4 and resid 360 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



1.51 

I. 54 
2.39 
4.54 
3.78 
4.78 
2.42 
5.71 
5.78 
5.47 
5.81 
4.26 
5.17 
7.77 
8.98 
7.03 
9.11 
8.53 

II. 89 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



80 



(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
assign (segid 3A4 and resid 360 and name N 
assign (segid 3A4 and resid 360 and name N 
assign (segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
(segid 3A4 and resid 360 and name N 
assign (segid 3A4 and resid 360 and name O 
assign (segid 3A4 and resid 360 and name O 
assign (segid 3A4 and resid 360 and name O 
assign (segid 3A4 and resid 360 and name O 
assign (segid 3A4 and resid 360 and name 0 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 360 and name 0 
(segid 3A4 and resid 360 and name O 
(segid 3A4 and resid 360 and name O 
assign (segid 3A4 and resid 360 and name O 
assign (segid 3A4 and resid 360 and name O 
assign (segid 3A4 and resid 360 and name O 
assign (segid 3A4 and resid 361 and name C 
assign (segid 3A4 and resid 361 and name C 
assign (segid 3A4 and resid 361 and name C 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 360 and name C ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name O ) 
(segid 3A4 and resid 361 and name C ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name N ) 
(segid 3A4 and resid 361 and name O ) 
(segid 3A4 and resid 362 and name C ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name M ) 
(segid 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name N ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 13.22 
(segid 3A4 and resid 381 and name CA ) 11.40 
(segid 3A4 and resid 382 and name CA > 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and re3id 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 361 and name C ) 
(segid 3A4 and resid 361 and name CA 
(segid 3A4 and resid 361 and name CB 
(segid 3A4 and resid 361 and name N 
(segid 3A4 and resid 361 and name O 
(segid 3A4 and resid 362 and name C 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name N ) 
(segid 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB J 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 360 and name C ) 
(segid 3A4 and .resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 360 and name O ) 
(segid 3A4 and resid 361 and name C ) 
(segid 3A4 and resid 361 and name CA > 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name N ) 
(segid 3A4 and resid 361 and name O ) 
(segid 3A4 and resid 362 and name C ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name N ) 
(segid 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 363 and name H J 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name C > 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name N ) 
(segid 3A4 and resid 361 and name O ) 
(segid 3A4 and resid 362 and name C ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name N ) 
(segid 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 363 and name C ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name N ) 
(segid 3A4 and resid 364 and name N ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name O ) 
(segid 3A4 and resid 362 and name C ) 



) 

> 

> 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 



13.86 
14.07 
14.27 
17.92 
18.03 
18.97 
5.66 
4.59 
5.32 
3.30 
6.78 
7.24 
6.91 
7.29 
5.61 
6.62 
9.16 
10.30 
10.54 
9.99 
13.17 
14.51 
11.07 
13.30 
13.35 
13.95 
17.59 
17.89 
2.51 
1.46 
2.35 
3.60 
4.83 
4.22 
4.98 
2.80 
6.04 
6.05 
5.48 
5.46 
4.37 
5.55 
7.3b 
3.26 
3.34 
2.73 
4.11 
2.23 
4.25 
4.61 
4.61 
5.54 
3.44 
4.10 
7.20 
6.25 
7.23 
5.63 
7.21 
2.50 
1.23 
3.30 



0.02 
0.03 
0.02 
0.03 
0.01 
0.06 
0.02 
0.06 
0.09 
0.06 
0.09 
0.06 
0.10 
0.13 
0.19 
0.12 
0.13 
0.16 
0.30 
0.25 
0.63 
0.66 
0.79 
0.60 
0.62 
0.79 
0.87 
0.04 
0.07 
0.13 
0.07 
0.03 
0.11 
0.08 
0.10 
0.08 
0.12 
0.18 
0.24 
0.11 
0.17 
0.29 
0.23 
0.73 
0.78 
0.89 
0.71 
0.73 
0.64 
0.03 
0.01 
0.04 
0.01 
0.06 
0.05 
0.07 
0.04 
0.07 
0.08 
0.08 
0.12 
0.08 
0.09 
0.07 
0.05 
0.03 
0.03 
0.05 
0.01 
0.10 
0.14 
0.10 
0.13 
0.12 
0.17 
0.12 
0.20 
0.27 
0.19 
0.04 
0.03 
0.01 
0.07 



0.02 
0.02 
0.01 
0.03 
0.01 
0.06 
0.03 
0.05 
0.09 
0.07 
0.10 
0.06 
0.09 
0.13 
0.18 
0.11 
0.12 
0.17 
0.30 
0.26 
0.63 
0.66 
0.78 
0.60 
0.61 
0.80 
0.88 
0.05 
0.07 
0.13 
0.06 
0.02 
0.11 
0.08 
0.10 



09 
12 
,17 
.24 
.12 
.16 
.29 
.24 
0.72 
0.78 
0.89 
0.71 
0.74 
0.83 
0.02 
0.01 
0.04 
0.02 
0.07 
0.04 
0.O8 
0.04 
0.07 
0.07 
0.08 
0.13 
0.07 
0.09 
0.08 
0.05 
0.02 
0.04 
0.04 
0.02 
0.09 
0.13 
0.11 
0.13 
0.11 
0.16 
0.12 
0.20 
0.27 
0.19 
0.05 
0.03 
0.00 
0.08 



521 



assign (segid 3A4 and resid 361 and name C 
assign (segid 3A4 and resid 361 and name C 
assign (segid 3A4 and resid 361 and name C 
assign {segid 3A4 and resid 361 and name C 

5 assign Isegid 3A4 and resid 361 and name C 
assign (segid 3A4 and resid 361 and name C 
assign tsegid 3A4 and resid 361 and name C 
assign {segid 3A4 and resid 361 and name C 
assign (segid 3A4 and resid 361 and name C 

10 assign {segid 3A4 and resid 361 and name C 
assign {segid 3A4 and resid 361 and name C 
assign (segid 3A4 and resid 361 and name CA 
assign (segid 3A4 and resid 361 and name CA 

- > j *5f 1 nana rfi 



) (segid 3A4 and resid 362 and name CA ) 

} (segid 3A4 and resid 362 and name CB ) 

) (segid 3A4 and resid 362 and name N ) 

) (segid 3A4 and resid 362 and name O ) 

) (segid 3A4 and resid 363 and name C ) 

) (segid 3A4 and resid 363 and name CA > 

) (segid 3A4 and resid 363 and name CB ) 

) (segid 3A4 and resid 363 and name CG ) 

) (segid 3A4 and resid 363 and name N ) 

) (segid 3A4 and resid 363 and name 0 > 

) (segid 3A4 and resid 364 and name N ) 

) (segid 3A4 and resid 361 and name C ) 

) (segid 3A4 and resid 361 and name CB ) 



15 



20 



25 



assign (segid 3A4 and resid 361 ana name u» — -~ ™; d 3gl Qnd name 0 , 

=5 sss ss ss =a i i h sss as a = c - \ 

assign K 55 S3 S£S SS S S= S Kg SS and resid 362 and name CB , 



assign (segid 3A4 and resid 361 and name CA ) 

assign (segid 3A4 and resid 361 and name CA ) 

assign (segid 3A4 and resid 361 and name CA ) 

assign (segid 3A4 and resid 361 and name CA ) 

assign (segid 3A4 and resid 361 and name CA > 

assign (segid 3A4 and resid 361 and name CA 



(segid 3A4 and resid 362 and name N ) 
(segid 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 363 and name C ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name N ) 



assign (segid 3A4 and resid 361 and name segiu «™ ™~ — ^ ^ ) 

assign {segid 3M and resid 361 and name CA »• and ^ ^ ^ ^ cb 



30 



35 



40 



45 



50 



assign 
assign 
assign 
assign 



assign 
assign 
assign 



jm n>» •»■' 

(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and tesid 361 and name CA ) 
a&3ign (segid 3A4 and resid 361 and name CA ) 
assign (segid 3A4 and resid 361 and name CA 
assign (segid 3A4 and resid 361 and name CA ) 
" (segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CA ) 
assiun (segid 3A4 and resid 361 and name CA J 
assign (segid 3A4 and resid 361 and name CA ) 
assign (segid 3A4 and resid 361 and name CA 
assign (segid 3A4 and resid 361 and name CB ) 
assign (segid 3A4 and resid 361 and name CB J 
assign (segid 3A4 and resid 361 and name CB ) 
assign (segid 3A4 and resid 361 and name CB 
assign (segid 3A4 and resid 361 and name CB ) 
assign (segid 3A4 and resid 361 and name CB 
assign (segid 3A4 and resid 361 and name CB 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 361 and name CB ) 
a3JA „, (segid 3A4 and resid 361 and name CB ) 
assign (segid 3A4 and resid 361 and name CB ) 
assign (segid 3A4 and resid 361 and name CB ) 
assign (segid 3A4 and resid 361 and name CB 
assign (segid 3A4 and resid 361 and name CB J 
assign (segid 3A4 and resid 361 and name CB ) 



2.42 
3.60 
1.32 
3.78 
6.33 
5.33 
6.09 
7.43 
4.12 
6.89 
6.89 
1.53 
1.51 
2.38 
4.59 
3.82 
4.81 
2.45 
4.79 
7.63 
6.59 
7.36 
5.50 
9.24 
9.00 
12.40 
13.46 
13.82 



assign 
assign 
assign 
assign 
assign 
assign 



lautjiU Jni ohm — - 

(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 15.83 
(segid 3A4 and resid 382 and name CB ) 16.11 
(segid 3A4 and resid 383 and name CA ) 15.42 
(segid 3A4 and resid 426 and name CA ) 16.59 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 362 and name C ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 362 and name N ) 
(segid 3A4 and resid 362 and name O ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name N ) 
(segid 3A4 and resid 364 and name CA ) 
Isegid 3A4 and resid 364 and name CB 
(segid 3A4 and resid 365 and name CA ) 13.78 
(segid 3A4 and resid 365 and name CB 14- BO 
(segid 3A4 and resid 381 and name CA ) 15.03 
(segid 3A4 and resid 3B2 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 426 and name CA > 



16.47 
17.02 
17.50 
5-79 
4.77 
5". 63 
3.53 
6.14 
7.79 
8.44 
6.59 
10.52 
10.24 



assign (segid 3A4 and resid an ana name « ~ ; ™ and name CA ) 

ss SSS SS3 SS SS 55S n £ It SS fJiS S SS = 3 I 

sss isss ss s sss s s= s sg s. «- «■ - = « ; 

ISE3 SS SS SSS HI SS SS S ! |S£S ^ and 361 an* « . 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 361 and name M 
(segid 3A4 and resid 361 and name N 
(segid 3A4 and resid 361 and name N 
(segid 3A4 and resid 361 and name N 
(segid 3A4 and resid 361 and name N 
assign (segid 3A4 and resid 361 and name N 
assign (segid 3A4 and resid 361 and name N 
assign (segxd 3A4 and resid 361 and name N 
assign (segid 3A4 and resid 361 and name N 
assign (segid 3A4 and resid 361 and name N 
70 assign (segid 3A4 and resid 361 and name 
assign (segid 3A4 and resid 361 and name 
assign (segid 3A4 and resid 361 and name 
assign (segid 3A4 and resid 361 and name 
assign {segid 3A4 and resid 361 and name 
75 assign (segid 3A4 and resid 361 and name 
assign {segid 3A4 and resid 361 and name 
assign (segid 3A4 and resid 361 and name O 
assign (segid 3A4 and resid 361 and name O 
assign (segid 3A4 and resid 361 and name 0 
80 assign (segid 3A4 and resid 361 and name O 
assign (segid 3A4 and resid 361 and name O 
assign (segid 3A4 and resid 361 and name O 
assign (segid 3A4 and resid 362 and name C 



isegia - — — — . 

) (segid 3A4 and resid 361 and name CB ) 
) (segid 3A4 and resid 361 and name O ) 

> (segid 3A4 and resid 362 and name C ) 
) (segid 3A4 and resid 362 and name CA ) 
) (segid 3A4 and resid 362 and name CB 
) (segid 3A4 and resid 362 and name N > 
) (segid 3A4 and resid 362 and name O ) 
) (segid 3A4 and resid 363 and name C ) 
) (segid 3A4 and resid 363 and name CA ) 

> (segid 3A4 and resid 363 and name N ) 
) (segid 3A4 and resid 361 and name CB ) 
) (segid 3A4 and resid 362 and name C * 

> (segid 3A4 and resid 362 and name CA 
) (segid 3A4 and resid 362 and name CB ) 
) (segid 3A4 and resid 362 and name N 
) (segid 3A4 and resid 362 and name O 
) (segid 3A4 and resid 363 and name C 
) (segid 3A4 and resid 363 and name CA 
) (segid 3A4 and resid 363 and name CB 
) (segid 3A4 and resid 363 and name CG 
) (segid 3A4 and resid 363 and name H 

{segid 3A4 and resid 363 and name O 
(segid 3A4 and resid 364 and name H 
) {segid 3A4 and resid 362 and name CB ) 



0.00 
0.04 
0.02 
0.13 
0.07 
0.08 
0.13 
0.10 
0.10 
0.12 
0.10 
0.02 
0.02 
0.02 
0.06 
0.02 
0.06 
0.03 
0.12 
0.07 
0.09 
0.16 
0.11 
0.09 
0.14 
0.14 
0.12 
0.60 
0.54 
0.67 
0.51 
1.66 
0.85 
0.86 
1.18 
0.09 
0.05 
0.03 
0.05 
0.12 
0.11 
0.17 
0.11 
0.12 
0.17 
0.14 
0.13 
0.60 
0.55 
0.68 
0.53 
2.09 
1.59 
1.64 
0.88 
0.84 
1.16 
0.02 
0.01 
0.04 
0.02 
0.06 
0.04 
0.09 
0.04 
0.09 
0.03 
0.09 
0.09 
0.05 
0.16 
0.04 
0.06 
0.02 
0.21 
0.16 
0.18 
0.22 
0.20 
0.15 
0.16 
0.17 
0.04 



16.88 
17.06 
16.41 
16.95 
16.42 
17.64 
16.73 
17.33 
17.72 
2.47 
1.45 
2.43 
3.59 
4.89 
4.17 
4.84 
2.72 
4.78 
7.90 
7.04 
6.01 
2.95 
3.50 
2.74 
4.06 
2.22 
4.23 
6.28 
5.15 
5.64 
7.01 
3.94 
6.73 
7.03 
2.49 



0.01 
0.04 
0.01 
0.12 
0.08 
0.09 
0.14 
0.10 
0.09 
0.12 
0.10 
0.01 
0.02 
0.02 
0.07 
0.02 
0.07 
0.03 
0.11 
0.07 
0.10 
0.16 
0.11 
0.08 
0.14 
0-14 
0.12 
0.59 
0.54 
0.66 
0.50 
1.66 
0.84 
0.86 
1.18 
0.09 
0.06 
0.03 
0.05 
0.12 
0.11 
0.17 
0.12 
0.11 
0.18 
0.14 
0.14 
0.60 
0.56 
0.68 
0.53 
2.09 % 
1.60 
1.63 
0.89 
0.85 
1.17 
0.02 
0.00 
0.03 
0.03 
0.0S 
0.04 
0.10 
0.05 
0.09 
0.03 
0.09 
0.09 
0.05 
0.16 
0.03 
0.06 
0.02 
0.22 
0.15 
0.18 
0.21 
0.21 
0.15 
0.15 
0.16 
0.04 
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10 



15 



20 



25 



30 



35 



40 



assign (segxd 3A4 and re^id 362 and name 
assign l*egxd 3A4 and resid 362 and name 
assign (segxd 3A4 and resid 362 and name 
assign (segid 3A4 and resid 362 and name 
assign (segid 3A4 and resid 362 and name 
assign (segid 3*4 and resid 362 and name 
assign {segid 3A4 and resid 362 and name 
assign (segid 3A4 and resid 362 and name C 
assign (segid 3A4 and resid 362 and name C 
assign (segid 3A4 and resid 362 and name C 
assign (segid 3A4 and resid 362 and name C 
assign (segid 3A4 end resid 362 and name C 
assign (segid 3A4 and resid 362 and name C 
assign (segid 3A4 and resid 362 and name CA ) 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA ) 
assign (segid 3A4 and xesid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 1 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA J 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
assign (segid 3A4 and resid 362 and name CA 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CA ) 
assign (segid 3A4 and resid 362 and name CA ) 
assign (segid 3A4 and resid 362 and name CB ) 
assign (segid 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name CB ) 
assign (segid 3A4 and resid 362 and name CB 
assign (segxd 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name CB ) 
assign (segid 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name CB 
assign segid 3A4 and iesLd 362 and name CB 
assign (segid 3A4 and resid 362 and name CB 



(segid 3A4 and resad 362 and name O > 
(seqid 3A4 and resid 363 and name C ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB 1 
(segid 3A4 and re3id 363 and name CG ) 



(segxa — 

(segid 3A1 and resid 363 and name N 
(segid 3A4 and resid 363 and name O 
(segid 3A4 and resid 364 and name C 



(segid 3A4 and resid 364 and name CA ) 



assign 
assign 
assign 
assign 
assign 



45 



50 



( segia o/va 

assign (segid 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name CB 
assign (segid 3A4 and resid 362 and name N 
55 assign (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and resid 362 and name N 
60 assign (segid 3A4 and resid 362 and name N 
assig^ (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and resid 362 and name N 
65 assign (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and resid 362 and name N 
assign (segid 3A4 and xesid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
70 assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
75 assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 362 and name O 
assign (segid 3A4 and resid 36? and name O 
80 assign (segid 3A4 and resxd 363 and name L 
assign (segid 3A4 and r*sid 363 and name C 
assign (segid 3A4 and resid 363 and name C 
assign (segid 3A4 and resid 363 and name C 



(segia a«« — • — - 

( segid 3A4 and tesxd 364 and name CB 
(segxd 3A4 and resxd 364 and name N 
(segxd 3A4 and resxd 364 and name O 
(segid 3A4 and resid 365 and name N 
(segxd 3A4 and resid 362 and name C 
(segid 3A4 and resid 362 and name CB 
(segxd 3A4 and resxd 362 and name O 
(segxd 3A4 and resid 363 and name C 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name CG ) 
(segxd 3A4 and resid 363 and name N ) 
(segxd 3A4 and resid 363 and name O ) 
(segid 3A4 and resid 364 and name C ) 
(segxd 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segxd 3A4 and resxd 364 and name N ) 
(segid 3A4 and resid 364 and name O ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 3B3 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segxd 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 363 and name C ) 
(segxd 3A4 and resxd 363 and name CA ) 
(segxd 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 363 and name CG > 
(segid 3A4 and tesid 363 and name N ) 
(segid 3A4 and resid 363 and name O ) 
(segid 3A4 and resid 364 and name C ) 
(segid 3A4 and resid 364 end name CA ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 364 and name N ) 
(begid 3A4 and resid 364 and name O ) 
(segid 3A4 and resid 365 and name CA 
(segid 3A4 and resid 365 and name CB ) 
) (segid 3A4 and rebid 381 and name CA ) 
) (segid 3A4 and resid 382 and name CA > 
) (segid 3A4 and resid 383 and name CA ) 
> (segid 3A4 and resid 362 and name C ) 
) (segid 3A4 and resid 362 and name CA ) 
) (segid 3A4 and resid 362 and name CB ) 
) (segid 3A4 and resid 362 and name O ) 
) (segid 3A4 and resid 363 and name C > 
) (segid 3A4 and resid 363 and name CA ) 
} (segid 3A4 and resid 363 and name CB ) 
) (seqid 3A4 and resid 363 and name CG ) 
) (segid 3A4 and resid 363 and name N ) 
\ (segid 3A4 and resid 363 and name O ) 
segid 3A4 and resid 364 and name CA 
segid 3A4 and resid 364 and name CB 
segid 3A4 and resid 364 and name N 
(segid 3A4 and resid 362 and name CB 
segid 3A4 and resid 363 and name C 
> (segid 3A4 and resid 363 and name CA 
segxd 3A4 and resid 363 and name CB 
segxd 3A4 and resid 363 and name CG 
segid 3A4 and resid 363 and name U 
(segid 3A4 and resid 363 and name O ) 
segxd 3A4 and tesid 364 and name C 
) segid 3A4 and resid 364 and name CA 
segid 3A4 and resid 364 and name CB 
segid 3A4 and resid 364 and name N 
segid 3A4 and resid 364 and name O 
segid 3A4 and xesid 365 and name N 
segxd 3A4 and resxd 363 and name CB 
segid 3A4 and resid 363 and name CG 
segid 3A4 and resid 363 and name 0 
segid 3A4 and resid 364 and name C ) 



1.24 
3.10 
2.43 
3.68 
4.92 
1.33 
3.76 
5.98 
4.81 
4.81 
3.64 
6.26 
6.95 
1.53 
1.53 
2.41 
4.40 
3.81 
4.85 
6.23 
2.44 
4.79 
7.27 
6.00 
5.74 
4.99 
7.55 
9.56 
10.53 
14.74 
17.29 
17.84 
16.69 
18.70 
18.32 
18.29 
18.29 
4.73 
4.61 
5.77 
7.08 
3.36 
4.91 
7.20 
5.85 
5.25 
5.16 
7.47 
9.58 
10.60 
15.37 
18.13 
17.74 
2.45 
1.46 
2.46 
2.85 
5.54 
4.77 
5.79 
7.12 
3.53 
6.09 
7.05 
6.73 
5.98 
3.08 
3.26 
2.75 
4.17 
5.15 
2.24 
4.18 
5.46 
4.50 
4.43 
3.34 
5.54 
6.56 
2.50 
3.05 
1.23 
3.57 



0.01 
0.05 
0.01 
0.02 
0.02 
0.00 
0.10 
0.11 
0.09 
0.13 
0.08 
0.18 
0.08 
0.01 
0.01 
0.01 
0.05 
0.01 
0.03 
0.03 
0.01 
0.12 
0.11 
0.08 
0.15 
0.08 
0.19 
0.10 
0.08 
0.56 
0.50 
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N ) 
O ) 
C ) 
CA ) 
CB ) 
N ) 
CB ) 
O ) 
C ) 
CA ) 
CB ) 
N ) 
O ) 
C ) 
CB ) 
O ) 
C > 
CA ) 
CB ) 
N ) 
O ) 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA ) 
CA ) 
CB ) 
C ) 
CA ) 
CB ) 
N ) 
O ) 
CA ) 
CA ) 
CB ) 
CA ) 
CA ) 
CA ) 
CB ) 
CA ) 
CB ) 
CA > 
CA ) 
CB > 
C ) 
CA ) 
CB ) 
0 ) 
C ) 
CA ) 
CB ) 



6.07 
3.75 
5.99 
7.61 
6.22 
6.48 
5.33 
2.36 
1.46 
2.46 
3.81 
2.88 
5.73 
4.54 
4.90 
3.30 
6.24 
7.79 
6.51 
2.91 
3.47 
4.01 
2.74 
3.51 
2.23 
4.97 
6.83 
5.83 
6.39 
4.43 
2.51 
1.24 
3-06 
2.44 
3.70 
1.33 
4.12 
1.51 
1.53 
2.39 
4.46 
3.81 
4.64 
2-44 
5.58 
13.99 
17.08 
18.03 
16.38 
17.97 
17.74 
17.24 
16.68 
16.91 
16.29 
14.91 
17.61 
17.83 
16.45 
5.08 
4.83 
5.98 
3.59 
6.13 
14.16 
17.39 
18.25 
16.99 
18.61 
18.00 
18.16 
17.76 
16.38 
19.00 
19.23 
17.85 
2.44 
1.45 
2.41 
3.05 
5.46 
4.61 
5.59 



0.11 
0.12 
0.16 
0.15 
0.18 
0.26 
0.15 
0.02 
0.02 
0.03 
0.03 
0.05 
0.07 
0.06 



0.09 
0.06 
0.12 
0.09 
0.09 
0.09 
0.08 
0.08 
0.05 
0.12 
0.02 
0.04 
0.09 
0.15 
0.21 
0.15 
0.03 
0.02 
0.05 
0.02 
0.05 
0.01 
0.06 
0.01 
0.02 
0.02 
0.05 
0.03 
0.04 
0.04 
0.06 
0.41 
0.33 
0.43 
0.37 
0.53 
0.60 
0.48 
0.43 
0.38 
0-58 
0.60 
0.37 
0.54 
0.51 
0.11 
0.04 
0.08 
0.04 
0.12 
0.43 
0.35 
0.43 
0.37 
0.48 
0.45 
0.40 
0.59 
0.61 
0.41 
0.53 
0.52 
0.02 
0.01 
0.03 
0.07 
0.07 
0.03 
0.03 



0.12 
0.12 
0.16 
0.15 
0.18 
0.26 
0.14 
0.03 
0.01 
0.02 
0.03 
0.06 
0.07 
0.07 
0.09 
0.07 
0.11 
0.08 
0.10 
0.08 
0.08 
0.09 
0.05 
0.13 
0.02 
0.05 
0.10 
0.16 
0.21 
0.16 
0.02 
0.01 
0.05 
0.01 
0.04 
0.01 
0.06 
0.01 
0.01 
0.01 
0.05 
0.03 
0.04 
0.03 
0.05 
0.41 
0.33 
0.43 
0.37 
0.54 
0.59 
0.49 



43 
38 
59 
,60 
.38 
,53 
.50 
0.10 
0.04 
0.09 
0.04 
0.13 
0.43 
0.34 
0.44 
0.37 
0.49 
0.45 
0.41 
0.60 
0.61 
0.40 
0.54 
0.51 
0.02 
0.01 
0.03 
0.07 
0.06 
0.02 
0.03 



525 



10 



15 



20 



25 



assign (segid 3A4 and resid 361 and name N 
assign (segid 3A4 and resid 364 and name N 
assign (segid 3A4 and resid 364 and name 0 
assign (segid 3A4 and resid 364 and name 0 
assign (segid 3A4 and tesid 364 and name O 
assign (segid 3A4 and resid 364 and name 0 
assign (segid 3A4 and resid 364 and name O 
assign (segid 3A4 and resid 364 and name 0 
assign (segid 3A4 and resid 365 and name C 
assign (segid 3A4 and resid 365 and name C 
assign (segid 3A4 and resid 365 and name CA ) 
assign (segid 3A4 and resid 365 and name CA ) 
assign (segid 3A4 and resid 365 and name CA ) 
assign (segid 3A4 and resid 365 and name CA ) 
assign (segid 3A4 and resid 365 and name CA J 
assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



N ) 



3.33 
6.48 
2.87 
2.96 
2.75 
4.24 
2.24 
3.77 
2.52 
1.24 
1.52 
1.54 
2.39 

.segid and resxd 36S and jjjjj «. , gg £ and re~d 382 end jj- « » »-« 

SES 5S 3 £3 E I & S 23 SSS 3S S5 S= S ! 3:3 

(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 365 and name 
(segid 3A4 and reaid 365 and name O ) 
(segid 3A4 and resid 364 and name CB ) 
(segid 3A4 and resid 365 and name C ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name N ) 
(segid 3A4 and resid 365 and name O ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name 0 ) 
(segid 3A4 and resid 365 and name C ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name O ) 
(segid 3A4 and resid 381 and name CA ) 



30 



35 



40 



45 



and resid 397 and name CB ) 
and resid 398 and name CA ) 
and resid 398 and name CB ) 
and resid 399 and name CA ) 
sisegxu ,m and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name- CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and res id 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 



50 



55 



60 



65 



70 



\ atjyj.u jni - — 

(segid 3A4 and resid 365 and name CA J 
(segid 3A4 and resid 365 and name CA ) 
t segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CA ) 
assign (segid 3A4 and resid 365 and name CA ) 
assign (segid 3A4 and resid 365 and name CA 
assign (segid 3A4 and resid 365 and name CA ) 
assign (segid 3A4 and resid 365 and name CA ) 
assign (segid 3A4 and resid 365 and name CA 

assig\i (segid 3A4 and resid 365 and name CA j = ~» ™ ™~ ~ ^ ^ , 
assign (segid 3A4 and resid 365 and name CA segid 3A* ana ^ ^ ^ ) 

assign (segid 3A4 and resid 365 and name CA segid 3A4 ana re nsme ca ) 

assign (segid 3A4 and resid 365 and name CA segid 3A4 ana r name cb ) 

assign (segid 3A4 and resid 365 and name CA segid 3A4 ana ^ ^ ^ j 

assign (segid 3A4 and resid 365 and name CA segid 3A4 ana r ^ ) 

assign (segid 3A4 and resid 365 and name CA segid 3A4 and res name CA ) 

assign (segid 3A4 and resid 365 and name CA segid 3A4 ana res ^ name CB ) 
assign (segid 3A4 and resid 365 and name CA segid 3A4 an ^ CA ) 

assign (segid 3A4 and resid 365 and name CA segid 3A4 an name CB ) 

assign (segid 3A4 and resid 365 and name CA segid 3A4 ana ^ ^ } 

assign (segid 3A4 and resid 365 and name CA segid 3A4 ana ^ ^ ^ ) 

assign (segid 3A4 and resid 365 and name CB segid 3A4 ana ^ ^ ^ ) 

assign (segid 3A4 and resid 365 and name CB segia ^ cB } 

assign (segid 3A4 and resid 365 and name CB segid 3A4 ana res name ca ) 

assign (segid 3A4 and resid 365 and name CD segid 3A4 ana ^ ^ } 

assign (segid 3A4 and ie&id 365 and name CB J (segia J ^ ™ t 

(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name CB ) 

assign (segid 3A4 and resid 365 and name segia ^ ^ ^ ^ , 

sss ss a a sa s a = § a- ». - ~- «. - = » > 
'S a a Ss a a E | as a a ? a s a = s 
5S a a ial s a E i I S a a ua a a==s; 



assign 
assign 
assign 
assign 
assign 
assign 



l segia anw _ 

{segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB J 
(segid 3A4 and resid 398 and name CA ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



17.93 
15.19 
14.89 
17.29 
18.11 
18.11 
18.91 
14.63 
13.51 
13.59 
16.88 
18.23 
16.93 
16.99 
13.69 
12.29 
14.58 
18.04 
17.58 
16.95 
15.64 
14.21 
18.01 
14-62 
17.56 
18.79 
16.44 
18.73 
18.39 
17.87 
17.79 
14.89 
14.69 
16.73 
18.16 
17.43 
18.29 
13.95 
12.64 
12.79 
15.86 
17.25 
15.87 
16.01 



75 



80 



lacy*" * ' " - : 

(segid 3A4 and resid 365 and name CB > 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name CB > 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name CB ) 
assign (segid 3A4 and resid 365 and name CB ) 
assign (segid 3A4 and resid 365 and name CB ) 
assign (segid 3A4 and tesid 365 and name CB ) 
assign (segid 3A4 and resid 365 and name CB ) 
assign (segid 3A4 and resid 365 and name CB ) 

. _ — . ■ -i ncc ~ nana M 1 



13.27 
16.70 
17.79 
16.25 
15.68 
14.20 



assign (segid 3A4 and resid 365 and name N 

assign (segid 3A4 and resid 365 and name H 

assign (segid 3A4 and resid 365 and name N 

assign (segid 3A4 and resid 365 and name H 

assign (segid 3A4 and resid 365 and name O 

assign (segid 3A4 and resid 36 end name C 



(segid 3A4 and resid 405 and name CA ) 12.52 
(segid 3A4 and resid 405 and name CB ) 11.16 
(segid 3A4 and resid 406 and name CA ) " 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB > 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 12.77 
(segid 3A4 and resid 410 and name CA ) 16.52 
(segid 3A4 and resid 412 and name CA ) 18.59 
(segid 3A4 and resid 413 and name CA ) 18.15 
(segid 3A4 and resid 414 and name CA ) "-fii 
(segid 3A4 and resid 365 and name C ) 
(segid 3A4 and resid 365 and name CA ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 365 and name O ) 
(segid 3A4 and resid 365 and name CB ) 
(segid 3A4 and resid 350 and name C ) 



0.02 
0.08 
0.07 
0.07 
0.03 
0.06 
0.03 
0.12 
0.03 
0.02 
0.02 
0.04 
0.01 
0.31 
0.33 
0.40 
0.36 
0.39 
0.45 
0.60 
0.62 
0.59 
0.64 
0.52 
0.53 
0.52 
0.46 
0.53 
0.52 
0.46 
0.55 
0.54 
0.78 
0.87 
0.76 
0.76 
0.50 
0.58 
0.66 
0.74 
0.68 
0.68 
0.61 
0.31 
0.33 
0.38 
0.37 
0.37 
0.42 
0.64 
0.65 
0.63 
0.69 
0.56 
0.56 
0.56 
0.51 
0.57 
0.56 
0.50 
0.61 
0.60 
0.88 
0.97 
0.87 
0.87 
0.54 
0.64 
0.70 
0.76 
0.85 
0.75 
0.74 
0.66 
0.97 
1.03 
1.08 
0.03 
O.OO 
0.07 
0.03 
0.05 
0.69 



17.61 
2.49 
1.46 
2.44 
3.61 
3.12 
6.68 



0.02 
0.09 
0.08 
0.08 
0.03 
0.05 
0.02 
0.11 
0.04 
0.02 
0.01 
0.03 
0.02 
0.32 
0.32 
0.39 
0.36 
0.39 
0.45 
0.60 
0.62 
0.59 
0.64 
0.51 
0.52 
0.52 
0.46 
0.52 
0.52 
0.46 
0.55 
0.53 
0.78 
0.87 
0.75 
0.75 
0.49 
0.58 
0.67 
0.75 
0.68 
0.68 
0.62 
0.32 
0.33 
0.37 
0.37 
0.38 
0.42 
0.63 
0.65 
0.64 
0.68 
0.55 
0.56 
0.57 
0.52 
0.57 
0.57 
0.50 
0.61 
0.60 
0.87 
0.97 
0.86 
0.88 
0.54 
0.64 
0.70 
0.77 
0.85 
0.75 
0.74 
0.67 
0.96 
1.03 
1.07 
0.03 
0.00 
0.06 
0.02 
0.06 
0.69 



526 



10 



15 



20 



25 



assign 
assign 
assign 
assign 



assign (segid 3A4 and res id 
assign (segid 3A4 and res id 
assign {segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
[segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign [segid 3A4 and xesid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (sogid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C ' ) 
36 and name C ) 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name C 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA > 
36 and name CA ) 
36 and name CA ) 



37 and name C ) 
37 and name CA ) 
37 and name CB ) 
37 and name H 1 

37 and name O ) 

38 and name C ) 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name O ) 

39 and name C ) 
39 and name CA ) 
39 and name CB ) 
39 and name N ) 

39 and name O ) 

40 and name C ) 
40 and name CA > 
40 and name CB ) 
40 and name N ) 

40 and name O ) 

41 and name CA > 
41 and name CB ) 
41 and name N ) 



) 



36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 



(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 350 and name O ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 353 and name CG ) 
(segid 3A4 and resid 36 and name O ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid - - - 
(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB ) 
(segid 3A4 and resid 311 and name CA ) 
(segid 3A4 and resid 311 and name CB ) 
(segid 3A4 and resid 312 and name CA ) 
(segid 3A4 and resid 313 and name CA ) 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA > 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 329 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 330 and name CA > 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 34 6 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA } 
(segid 3A4 and resid 347 and name CB ) 



5.93 
5.45 
6.44 
6.49 
6.20 
1.23 
3.03 
2.44 
3.68 
1.32 
3.85 
4.57 
4.47 
5.30 
3.30 
5.66 
4.85 
4.56 
4.39 
3.82 
6.07 
6.10 
5.05 
4.71 
4.13 
7.27 
7.15 
7.12 
5.91 
17.01 
16.88 
16.52 
17.46 
17.98 
15.59 
15.62 
12.57 
12.41 
14.44 
15.73 
15.93 
13.79 
16.60 
17.69 
15.37 
15.39 
15.32 
15.87 
14.74 
18.47 
18.64 
18.46 
18.26 
17.33 
16.69 
17.57 
12.96 
12.31 
12.16 
15.70 
16.17 
18.47 
18.08 
16.87 
18.14 
14.39 
13.63 
12.88 
13.61 
9 



36 and name ca j isuyj.^ *n — — ~~ — - : 

36 and name CA ) (seqid 3Afl and resid 348 and name CA 
36 and name CA ) (segid 3A4 and resid 349 and name C 
36 and name CA ) (segid 3A4 and resid 349 and name CA 
36 and name CA ) (segid 3A4 and resid 349 and name CB ) 
11 and rZt CA i (segid 3A4 and resid 349 and name o ) 
36 and name CA ) (segid 3A4 and resid 350 and name C ) 
vl *nd name CA- segid 3A4 and resid 350 and name CA ) 
36 and ntme S ) Isegld 3A4 and resid 350 and name CB ) 



0.65 
0.74 
0.75 
0.60 
0.57 
0.00 
0.03 
0.03 
0.04 
0.00 
0.06 
0.06 
0.03 
0.09 
0.03 
0.10 
0.11 
0.10 
0.11 
0.07 
0.11 
0.10 
0.11 
0.14 
0.12 
0.10 
0.14 
0.19 
0.13 
0.55 
0.53 
0.57 
0.56 
0.65 
0.58 
0.50 
0.62 
0.61 
0.71 
0.68 
0.80 
0.76 
1.01 
0.95 
0.96 
1.06 
0.89 
0.38 
0.40 
0.37 
0.38 
0.31 
0.74 
0.69 
1.03 
1.12 
1.01 
0.97 
1.21 
1.03 
0.85 
0.69 
0.59 
0.53 
0.31 
0.29 
0.40 
0.18 
0.30 
0.29 
0.29 
0.55 
0.62 
0.61 
0.63 
0.64 
0.64 
0.71 
0.78 
0.61 
0.68 
0.64 
0.67 



.47 
9.23 
9.07 
9.23 
8.28 



9 
9 

6.34 



38 
82 



61 

,58 
.26 
.28 
.56 



4.32 



0.65 
0.75 
0.75 
0.59 
0.56 
0.01 
0.03 
0.04 
0.04 
0.01 
0.06 
0.07 
0.03 
0.09 
0.03 
0.09 
0.11 
0.10 
0.11 
0.07 
0.11 
0.10 
0.12 
0.13 
0.11 
0.10 
0.15 
0.19 
0.12 
0.55 
0.53 
0.57 
0.57 
0.64 
0.58 
0.50 
0.62 
0.62 
0.70 
0.69 
0.80 
0.75 
1.02 
0.95 
0.96 
1.06 
0.88 
0.37 
0.40 
0.36 
0.39 
0.31 
0.75 
0.69 
1.02 
1.13 
1.01 
0.97 
1.20 
1.02 
0.86 
0.68 
0.59 
0.53 
0.32 
0.28 
0.40 
0.19 
0.30 
0.28 
0.30 
0.55 
0.62 
0.61 
0.64 
0.64 
0.65 
0.71 
0.78 
0.60 
0.68 
0.64 
0.67 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4' and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3a4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



36 and name CA ) (segid 3A4 and tea id 3b0 and name H ) 
36 and name CA ) (segid 3A4 and resid 350 and name O ) 
36 and name CA ) (segid 3A4 and resid 351 and name CA ) 
36 and name CA > (segid 3A4 and resid 351 and name N ) 
36 and name CA ) (segid 3A4 and resid 352 and name CA > 
36 and name CA ) (segid 3A4 and resid 352 and name CB ) 
36 and name CA ) (segid 3A4 and resid 353 and name CA > 
36 and name CA ) (segid 3A4 and resid 353 and name CB ) 
36 and name CA > (segid 3A4 and resid 353 and name CG ) 
36 and name CA ) (segid 3A4 and resid 353 and name ODD 
36 and name CA ) (segid 3A4 and resid 354 and name CA ) 
36 and name CA ) (segid 3A4 and resid 354 and name CB 
36 and name CA ) (segid 3A4 and resid 355 and name CA 
36 and name CA > (segid 3A4 and resid 355 and name CB 
36 and name CA ) (segid 3A4 and resid 356 and name CA 
36 and name CA ) (segid 3A4 and resid 356 and name CB . 
36 and name CA ) (segid 3A4 and resid 357 and name CA ) 
36 and name CA ) (segid 3A4 and resid 357 and name CB ) 
36 and name CA ) (segid 3A4 and resid 358 and name CA ) 
36 and name CA ) (segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 359 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and lesid 36 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid - 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 38 and name C 1 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 390 and name CA 
(segid 3A4 and resid 390 and name CB 



36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA } 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 
36 and name CA ) 



_ . > 

36 and name O ) 

37 and name C ) 
37 and name CA ) 
37 and name CB ) 
37 and name N ) 
37 and name O ) 



38 and name CA ) 
38 and name CB ) 



38 and name N 
38 and name O 



laeyiu ouu — - — - " 

(segid 3A4 and resid 391 and name CA ) 

(segid 3A4 and resid 391 and name CB ) 

(segid 3A4 and resid 394 and name CB ) 



36 and name N 
36 and name N 
36 and name N 
36 and name H 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name H 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
) (segid 3A4 and resid 349 and name C 
) (segid 3A4 and resid 349 and name O 
> (segid 3A4 and resid 350 and name C 
) (segid 3A4 and resid 350 and name CA ) 
) (segid 3A4 and resid 350 and name CB > 
) (segid 3A4 and resid 350 and name N ) 
) (segid 3A4 and resid 350 and name O ) 
) (segid 3A4 and resid 353 and name CA ) 
) (segid 3A1 and resid 353 and name CB ) 
) (segid 3A4 and resid 353 and name CG ) 
) (segid 3A4 and resid 353 and name OD1) 
) (segid 3A4 and resid 36 and name C ) 



39 and name C 
39 and name CA 
39 and name CB 
39 and name N 

39 and name O 

40 and name C 
40 and name CA ) 
40 and name CB ) 

40 and name N ) 

41 and name CA ) 
41 and name CB ) 

41 and name N 

42 and name CA 
42 and name CB 



5.64 
5.04 
7.50 
6.49 
8.79 
9.72 
6.60 
5.17 
5.09 
6.21 
9.65 
10.69 
8.66 
8.00 
7.76 
6.49 
10.34 
10.20 
13.65 
14.77 
15.38 
16.71 
12.73 
11.47 
15.47 
16. OS 
17.91 
18.40 

I. 52 
2.40 
4.43 
3.80 
4.79 
2.42 
5.33 
8.87 
8.68 
7.53 

II. 77 
13.82 
14.70 
11.68 
11.23 
13.65 
17.24 
17.06 
16.79 

5.54 
5.50 
6.04 
4.42 
6.66 
15.61 
15.38 
17.83 
17.53 
18.73 
5.64 
5.12 
4.50 
4.57 
6.84 
7.29 
6.11 
5.84 
5.10 
8.49 
8.50 
7.21 
9.69 
9.52 
5.92 
5.73 
5.44 
4.60 
4.73 
5.45 
5.24 
6.04 
4.67 
4.37 
5.47 
2.44 



0.63 
0.74 
0.68 
0.65 
0.60 
0.58 
0.52 
0.S9 
0.52 
0.49 
0.55 
0.51 
0.81 
0.84 
0.83 
0.83 
0.81 
0.81 
0.81 
0.84 
0.79 
0.73 
0.72 
0.77 
0.69 
0.70 
0.70 
0.72 
0.00 
0.02 
0.04 
0.04 
0.06 
0.03 
0.06 
0.63 
0.72 
0.75 
0.69 
0.67 
0.65 
0.79 
0.77 
0.79 
0.78 
0.66 
0.62 
0.07 
0.04 
0.13 
0.04 
0.10 
0.68 
0.69 
0.71 
0.74 
0.81 
0.20 
0.14 
0.17 
0.08 
0.21 
0.15 
0.20 
0.20 
0.19 
0.13 
0.14 
0.13 
0.23 
0.25 
0.45 
0.43 
0.62 
0.53 
0.57 
0.44 
0. 
0 
0 
0 
0 
0 



0.62 
0.73 
0.68 
0.65 
O.60 
0.56 
0.52 
0.60 
0.52 
0.50 
0.55 
0.51 
0.81 
0.83 
0.82 
0.84 
0.81 
0.81 
0.81 
0.84 
0.78 
0.73 
0.72 
0.76 
0.70 
0.70 
0.70 
0.72 
0.00 
0.01 



03 
04 
.06 
.02 
.05 
.63 
.72 
.75 
.69 
0.68 
0.64 
0.80 
0.76 
0.79 
0.79 
0-67 
0.62 
0.06 
0.04 
0.13 
0.05 
0.10 
0.68 
0.70 
0.72 
0.74 
0.82 
0.19 
0.14 
0.17 
0.08 
0.20 
0.16 
0.20 
0.21 
0.19 
0.14 
0.15 
0.14 
0.24 
0.25 
0.45 
0.44 
0.62 
0.53 
0.56 
0.45 
0.73 
0.60 
0.73 
0.72 
0.71 
0.04 



528 



assign Isegxd 3A4 and resxd 
assign (segxd 3A4 and lesxd 
assign (segxd 3A4 and xesxd 
assign (segxd 3A4 and resxd 
5 assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and re3xd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
10 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
15 assign (segxd 3A4 and resid 
assign (segxd 3A4 and res id 
assxgn (segid 3A4 and resid 
assign (segxd 3A4 and res id 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resid 
25 assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
30 assign (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
35 assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
as»sxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn Uegxd 3A4 and resxd 
40 assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and re&xd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
45 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (6egxd 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
60 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
65 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
70 assxgn (segxd 3A4 and resxd 
assxgn (-segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and lesxd 
assxgn (segxd 3A4 and resxd 
75 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A1 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and xesxd 
80 assxgn (!»egid 3A4 and lesxd 
assxgn (segxd 3A4 and resid 
. assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



N 
O 
O 

! O 

0 
0 

o 

0 

o 

0 
0 

: O 

o 
o 
o 
o 
o 



36 and name H 
36 and name N 
36 and name N 
36 and name M 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name H 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name N 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name O 
36 and name O 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 
36 and name 

36 and name 

37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name C 
37 and name C 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA > 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 



36 and name CA ) 

36 and name O ) 

37 and name C ) 
37 and name CA 1 
37 and name CB ) 
37 and name N ) 

37 and name O ) 

38 and name C ) 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name O ) 

39 and name C ) 
39 and name CA ) 



39 and name CB 
39 and name N 

39 and name O 

40 and name CA 
40 and name CB 
40 and name N 



37 and name CA 
37 and name CB 
37 and name N 

37 and name O 

38 and name C 
38 and name CA > 



(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and lesxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 350 and name CB 
(segxd 3A4 and tesxd 37 and name C 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(3egxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resxd 

segid 3A4 and resid 313 and name CB 
segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resxd 314 and name CB ) 
segxd 3A4 and resid 315 and name CA 
segid 3A4 and resid 317 and name CA ) 
(segxd 3A4 and resid 322 and name CA ) 
segxd 3A4 and resid 323 and name CA 
™ i ll^rt 3A4 and xesxd 323 and name CB ) 
37 and name CA segid 3A4 ana snd name > 

37 and name CA segid 3A4 an ^ ^ ^ ^ ) 

37 and name CA segid 3A4 an ^ ^ ^ ^ } 



o 
o 
o 
o 
o 
o 
o 
o 

C 
C 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 



38 and name CB 
38 and name N 

38 and name O 

39 and name C 
39 and name CA 
39 and name CB 
39 and name N 

39 and name O 

40 and name C 
40 and name CA 
40 and name CB 
40 and name N 

40 and name O 

41 and name C 



41 and name CA ) 



41 and name CB 

41 and name N 

42 and name N 
37 and name CB 

37 and name O 

38 and name C 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name O } 

39 and name C ) 
39 and name CA ) 
39 and name CB ) 
39 and name N ) 

39 and name O ) 

40 and name C ) 
40 and name CA ) 
40 and name CB ) 
40 and name N ) 

40 and name O ) 

41 and name C ) 
41 and name CA ) 
41 and name CB ) 
41 and name H ) 

41 and name O ) 

42 and name CA ) 
42 and name CB ) 
42 and name N ) 



1.45 
3.49 
4.73 
4.18 
4.85 
2.78 
5.81 
5.69 
5.42 
5.61 
4.39 
6.89 
6.39 
5.58 
5.00 
4.63 
7.59 
7.19 
7.04 
6.05 
5.57 
2.98 
2.79 
4.25 
2.25 
3.44 
4.13 
4.37 
5.43 
3.43 
5.06 
3.84 
3.83 
3.80 
3.34 
5.02 
4.97 
3.85 
3.59 
2.98 
6.12 
7.17 
6.26 
6.43 
4.92 
6.90 
2.51 
1.23 
3.12 
2.43 
3.67 
1.32 
4.00 
4.68 
4.59 
5.36 
3.38 
5.72 
5.08 
4.80 
4.63 
4.05 
6.28 
6.21 
5.11 
4.61 
4.30 
7.36 
7.38 
7.39 
6.10 
18.80 
16.01 
15.75 
18.07 
17.34 
16.48 
16.21 
14.90 
18.25 
17.69 
17.36 
16.01 



0.01 
0.04 
0.09 
0.08 
0.15 
0.08 
0.10 
0.07 
0.12 
0.23 
0.12 
0.06 
0.14 
0.10 
0.18 
0.06 
0.14 
0.14 
0.15 
0.14 
0.86 
0.04 
0.03 
0.04 
0.01 
0.08 
0.11 
0.07 
0.12 
0.05 
0.13 
0.12 
0.15 
0.16 
0.13 
0.12 
0.11 
0.11 
0.15 
0.12 
0.12 
0.17 
0.15 
0.18 
0.14 
0.20 
0.02 
0.01 
0.09 
0.01 
0.03 
0.01 
0.11 
0.11 
0.12 
0.12 
0.11 
0.12 
0.20 
0.16 
0.18 
0.12 
0.20 
0.27 
0.28 
0.32 
0.26 
0.27 
0.25 
0.23 
0.25 
0.68 
0.74 
0.76 
0.74 
0.82 
0.94 
0.37 
0.33 
0.25 
0.34 
0.31 
0.78 



0.01 
0.04 
0.10 
0.09 
0.14 
0.08 
0.10 
0.06 
0.13 
0.23 
0.12 
0.06 
0.14 
0.11 
0.17 
0.07 
0.14 
0.14 
0.15 
0.14 
0.85 
0.04 
0.04 
0.05 
0.01 
0.08 
0.U 
0.07 
0.11 
0.05 
0.14 
0.11 
0.15 
0.18 
0-13 
0.12 
0.12 
0.12 
0.15 
0.13 
0.11 
0.16 
0.15 
0.17 
0.14 
0.20 
0.02 
0.01 
0.08 
0.01 
0.03 
0.01 
0.11 
0-12 
0.13 
0.11 
0.10 
0.13 
0.21 
0.16 
0.17 
0.12 
0.20 
0.26 
0.29 
0.31 
0.25 
0.27 
0.24 
0.23 
0.25 
0.69 
0.73 
0.76 
0.74 
0.83 
0.94 
0.36 
0.33 
0.26 
0.33 
0.31 
0.78 



529 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign (segid 3A4 and resid 
assign (seqid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (3egid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rasid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
) 



16.57 
15.44 
18.75 
18-31 



12.38 
13.38 
11.08 



13.25 
9.53 
8.06 
11.84 
12.74 
9.77 
8.68 
9.44 
8.47 



37 and name CA ) (segid 3A4 and resid 329 and name CB > 15.20 
37 and name CA ) (segid 3A4 and resid 330 and name CA 14.13 
37 and name CA ) (segid 3A4 and zesid 330 and name CB ) 14.83 
37 and name CA ) (segid 3A4 and resid 331 and name CA ) 10.52 
37 and name CA ) <seg\d 3A4 and resid 331 and name CB 10.21 
(segid 3A4 and resid 332 and name CA ) 9.47 
(segid 3A4 and resid 333 and name CA ) 13.09 
(segid 3A4 and resid 335 and name CA ) 14.20 
(segid 3A4 and resid 336 and name CA ) 16.45 
(segid 3A4 and resid 336 and name CB ) 17.79 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 341 and name CB ) 

(segid 3A4 and resid 342 and name CA ) 

(segid 3A4 and resid 343 and name CA ) 14.72 
(segid 3A4 and resid 343 and name CB ) 13.69 
(segid 3A4 and resid 344 and name CA ) 14.17 
(segid 3A4 and resid 344 and name CB } 15.11 
(segid 3A4 and resid 345 and name CA ) 11.09 
(segid 3A4 and resid 345 and name CB ) 10.67 
(segid 3A4 and resid 346 and name CA ) 11.72 
(segid 3A4 and resid 346 and name CB ) 11.92 
(segid 3A4 and resid 347 and name CA ) 11.38 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA 1 
(segid 3A4 and resid 34 9 and name CA } 
(segid 3A4 and resid 349 and name CB ) 10.78 
Isegid 3A4 and resid 350 and name CA ) 8.24 
(segid 3A4 and resid 350 and name CB ) 7.82 
(segid 3A4 and resid 351 and name CA ) I 1 ^2 
(segid 3A4 and resid 352 and name CA ) 12.29 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA > 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and namo CB ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 12.77 
(segid 3A4 and resid 357 and name CB ) 12 .96 
(segid 3A4 and resid 358 and name CA ) 15.79 
(segid 3A4 and resid 358 and name CB ) 16.71 
(segid 3A4 and resid 359 and name CA ) 18.07 
(segid 3A4 and resid 360 and name CA ) lS-«° 
(segid 3A4 and resid 360 and name CB ) H.59 
(segid 3A4 and resid 37 and namo C ) 1.52 
(segid 3A4 and resid 37 and name CB ) 
(segid 3A4 and resid 37 and name O ) 
(segid 3A4 and resid 381 and namo CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 16.16 
(segid 3A4 and resid 384 and name CB ) 16.91 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 38 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid -- 
(segid 3A4 and resid 390 and name CA 
o, a.,u ..*»« w, , (segid 3A4 and resid 390 and name CB 
37 and name CA ) (segid 3A4 and resid 39 and name C 
37 and name CA ) (segid 3A4 and resid 39 and name CA 
(segid 3A4 and resid 39 and name CB > 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
j i t»«j name , (segid JA4 and resid 
37 and name CA ) (segid 3A4 and resid 
37 and name CA ) (segid 3A4 and resid 
37 and name CA ) (segid 3A4 and resid 
37 and name CA ) (segid 3A4 and resid 
37 and name CA ) (segid 3A4 and resid 
37 and name CA ) (segid 3A4 and resid 



37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA J 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA J 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
. 37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA > 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 



37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA ) 
37 and name CA > 



0.71 
1.05 
1.18 
0.97 
0.91 
1.19 
1.13 
0.88 
0.76 
0.80 
0.58 
0.53 



44 
34 
27 
.36 
.18 
,25 
.41 
.51 
0.53 
0.52 
0.70 
0.78 
0.60 
0.52 
0.59 
0.57 
0.70 
0.72 
0.55 
0.50 
0.57 
0.64 
0.71 
0.67 
1.12 
1.17 
1.06 



0.71 
1.05 
1.17 
0.98 
0.90 
1.20 
1.13 
0.87 
0.76 
0.80 
0.59 
0.53 
0.44 
0.34 
0.28 
0.36 
0.18 
0.24 
0.42 
0.50 
0.54 
0.52 
0.70 
0.77 
0.60 
0.52 
0.S8 
0.58 
0.69 
0.73 
0.55 
0.51 
0.57 
0.65 
0.71 
0.67 
1.12 
1.17 



38 and name CA } 
> 
) 
) 
) 
) 
) 



38 and name CB 
38 and name N 
38 and name O 



1.52 
2.39 
11.60 
11.29 
10.07 
14.73 



13.53 
12.07 
13.63 
4.49 
3.80 
4. 83 
2.43 
5.46 
16.74 
16.38 
5 



39 and name N ) 

39 and name O ) 

40 and name C ) 
40 and name CA ) 



40 and name CB 
40 and name N 

40 and name O 

41 and name CA 
41 and name CB 

41 and name H 

42 and name CA ) 
42 and name CB ) 
42 and name H ) 



63 
5.56 
6.00 
4.44 
6.74 
96 
42 
87 



«»/ emu name j laayiu ~>™ - 

37 and name CA ) (segid 3A4 and resid -- -— _ 
37 and name CB ) (segid 3A4 and resid 314 and name ca i 



5 
5 
4 

4.79 
7.15 
6.30 
5.68 
5.36 
8.77 
8.80 
7.46 
16.98 



03 
97 
92 
86 
95 
82 
0.72 
0.72 
0.00 
0.01 
0.02 
0.71 
0.95 
0.97 
0.88 
0.97 
0.98 
1.09 
1.24 
1.35 
0.07 
0.01 
0.03 
0.02 
0.10 
1.11 
1.12 
0.11 
0.10 
0.09 
0.07 
0.13 
0.23 
0.18 
0.20 
0.13 
0.22 
0.34 
0.39 
0.30 
0.25 
0.21 
0.26 
0.69 



06 
04 
96 
.92 
.87 
.94 
.82 
0.72 
0.72 
0.01 
0.02 
0.01 
0.72 
0.96 
0.97 
0.88 
0.97 
0.98 
1.10 
1.24 
1.36 
0.07 
0.02 
0.03 
0.02 
0.09 
1.11 
1.12 
0.11 
0.10 
0.09 
0.08 
0.13 
0.23 
0.18 
0.19 
0.13 
0.22 
0.34 
0.39 
0.31 
0.24 
0.20 
0.27 
0.70 



530 



37 
37 
37 
37 
37 
37 
37 
37 
37 



37 
37 
37 



assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign < segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (3egid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
absign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and ie3id 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



(segid 3A4 and resid 314 and name CB ) 16.65 
(segid 3A1 and resid 317 and name CA > 18.47 
(segid 3A4 and resid 322 and name CA ) 17.67 
(segid 3A4 and resid 323 and name CA ) ^ 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 329 and name CA ) 



17.32 
16.02 
19.20 
18.44 
18.01 
16.22 



isegia ^nn aJ'u -~ — ~ 

(segid 3A4 end resid 329 and name CB ) 15.54 



37 and name CB ) 
37 and name CB ) 
37 and name CB > 



and name CB ) 
and name CB ) 
and name CB ) 



37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
and name CB ) 



and name j isegiu ,~ XI I Z m \ i« 

and name CB ) ,(segxd 3A4 and resid 344 and name CB 16.03 
and name CB ) (segid 3A4 and tesid 345 and name CA ) 12.21 



37 
37 

37 _ 

37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
3 7 and name CB ) 



(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB } 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and narao CA ) 
(segid 3A4 and res id 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 



14.04 
14.61 
10.47 
10.32 
8.96 
12.47 
13.86 
16.32 
17.60 
16.78 
15.74 
19.28 
19.11 
15.56 
14.53 
15.15 



37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB J 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB > 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name cb ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name CB ) 
37 and name N ) 



\aoyi.u w..— 

(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA > 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA 1 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and res id 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
( segid 3A4 and resid 381 and name CA > 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
{segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 38 and name C ) 
(segid 3A4 and resid 38 and name CA ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
[segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
— and resid 



(segid 3A4 _ 
(segid 3A4 and resid 
(segid 3A4 and re*id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 



and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



38 and name CB ) 
38 and name N ) 

38 and name O ) 

39 and name C ) 
39 and name CA ) 
39 and name CB ) 

39 and name N ) 

40 and name C ) 
40 and name CA ) 
40 and name -CB ) 

40 and name N ) 

41 and name CA ) 
41 and name CB ) 

41 and name N ) 

42 and name CA ) 
42 and name CB ) 



(segid 3A4 and resid 353 and name CG 



11.88 
12.77 
12.84 
12.60 
13.67 
14.37 
11.81 
11.46 
9.15 
8.90 
11.97 
12.78 
13.74 
9.71 
8.30 
11.63 
12.42 
9.29 
8.07 
9.47 
8.72 
12.94 
13.27 
15.65 
16.50 
18,07 
16.11 
14.82 
12.71 
12.64 
11.46 
16.06 
17.58 
15.00 
13.50 
14.97 
5.49 
4.46 
5.22 
3.13 
6.43 
7.03 
6.88 
7.34 
5.64 
7.21 
6.82 
6.20 
6.24 
7.19 
6.52 
6.47 
9.79 
9.83 
6.11 



) 



0.72 
0.72 
0.95 
0.41 
0.37 
0.29 
0.33 
0.30 
0.79 
0.72 
1.05 
1.19 
0.97 
0.90 
1.13 
1.07 
0.87 
0.78 
0.82 
0.61 
0.55 
0.45 
0.43 
0.37 
0.44 
0.23 
0.26 
0.36 
0.48 
0.39 
0.39 
0.55 
0.64 
0.40 
0.36 
0.47 
0.47 
0.58 
0.70 
0.58 
0.53 
0.65 
0-72 
0.82 
0.79 
1.25 
1.31 
1.15 
1.10 
1.04 
0.98 
0.87 
0.98 
0.83 
0.71 
0.71 
0.73 
0.93 
0.94 
0.82 
0.92 
1.05 
1.25 
1.42 
0.06 
0.04 
0.09 
0.04 
O.U 
0.10 
0.07 
0.05 
0.06 
0.30 
0.22 
0.26 
0.14 
0.45 
0.52 
0.38 
0.29 
0.22 
0.66 



0.72 
0.73 
0.96 
0.41 
0.37 
0.28 
0.33 
0.31 
0.79 
0.72 
1.06 
1.19 
0.96 
0.90 
1.13 
1.07 
0.87 
0.78 
0.83 
0.61 
0.55 
0.44 
0.42 
0.38 
0.43 
0.22 
0.27 
0.37 
0.48 
0.40 
0.38 
0.55 
0.64 
0.40 
0.36 
0.46 
0.47 
0.59 
0.69 
0.58 
0.54 
0.66 
0.72 
0.83 
0.79 
1.26 
1.30 
1.15 
1.09 
1.03 
0.97 
0.88 
0.98 
0.82 
0.72 
0.70 
0.74 
0.93 
0.93 
0.82 
0.93 
1.05 
1.25 
1.42 
0.06 
0.03 
0.10 
0.05 
0.10 
0.09 
0.06 
0.06 
0.05 
0.30 
0.22 
0.27 
0.13 
0.46 
0.52 
0.39 
0.79 
0.21 
0.67 



531 



assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (<iegxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
40 assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



37 and name N 
37 and name N 
37 and name N 
37 and name N 
37 and name H 
37 and name N 
37 and name N 
37 and name N 
37 and name N 
37 and name N 
37 and name N 
37 and name N 
37 and name N 
37 and name N 
37 and name H 
37 and name N 
37 and name N 
37 and name N 
37 and name N 
37 and name N 



37 and name 
37 and name N 
37 and name 0 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
37 

37 and name 
37 and name 
37 and name 
37 and name 
37 and name 
381 and name 
381 and name C 
381 and name C 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name 
381 and name . 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA > 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and namo CA ) 
381 and namo CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 
381 and name CA ) 



) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and rosid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resxd 
) (segxd 3A4 and resxd 
) (segxd 3A4 and lesxd 
J (segxd 3A4 and resxd 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
) (segid 3A4 and resxd 
) (segid 3A4 and resid 
) (segid 3A4 and resxd 
) I segxd 3A4 and resxd 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resxd 
) (segxd 3A4 and resad 
) (segxd 3A4 and resxd 
) (segxd 3A4 and resxd 
1 (segid 3A4 and resid 
> (segid 3A4 and resxd 
) (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and tesxd 
(segxd 3A4 and tesxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and xesid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(begid 3A4 and resid 
(segid 3A4 and re«nd 
(segid 3A4 and resid 
(segid 3A4 and resid 



) 

> 

> 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 



37 and name C ) 
37 and name CA ) 
37 and name CB ) 

37 and name 0 ) 

38 and name C ) 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name 0 ) 

39 and name C ) 
39 and name CA ) 
39 and name CB ) 
39 and name N ) 

39 and name O ) 

40 and name C ) 
40 and name CA ) 
40 and name CB ) 
40 and name N ) 

40 and name O ) 

41 and name CA ) 
41 and name CB ) 
41 and name N ) 

37 and name CB ) 

38 and name C ) 
38 and name CA ) 
38 and name CB ) 
38 and name N ) 

38 and name O ) 

39 and name C ) 
39 and name CA ) 
39 and name CB ) 
39 and name N ) 

39 and name O ) 

40 and name C ) 
40 and name CA ) 
40 and name CB ) 
40 and name n ) 

40 and name O ) 

41 and name C ) 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 

41 and name O 1 

42 and name CA ) 
42 and name CB ) 
42 and name N ) 

381 and name O ) 

382 and name C ) 
382 and name CA ) 
382 and name CB ) 
382 and name N ) 

382 and name O ) 

383 and name C ) 
383 and name CA ) 
383 and name N ) 

383 and name O ) 

384 and name C ) 
384 and name CA ) 
384 and name CB ) 

384 and name N ) 

385 and name C ) 
385 and name CA ) 



385 and name N 
385 and name O 
381 and name C 

381 and name O 

382 and name C 
382 and name CA ) 
382 and name CB ) 



382 and name N 

382 and name O 

383 and name C 
383 and name CA 

383 and name H 
3B4 and name CA 

384 and name CB 

384 and name H 

385 and name CA ) 

385 and name O ) 

386 and name CA ) 

387 and name CA ) 
386 and name CA ) 

388 and name CB ) 



2.46 
1.46 
2.42 
3.49 
4.74 
4.22 
5.00 
2.83 
5.86 
5.65 
5.34 
5.42 
4.32 
6.85 
6.56 
5.74 
5.27 
4.90 
7.76 
7.23 
6.95 
6.14 
3.32 
3.13 
2.77 
4.21 
2.24 
3.68 
4.37 
4.62 
5.61 
3.61 
5.24 
4.15 
4.13 
3.99 
3.66 
5.29 
5.20 
4.00 
3.56 
3.26 
6.31 
6.63 
6.86 
5.27 
1.23 
3.49 
2.45 
3.51 
1.32 
4.63 
5.90 
4 .96 
3.57 
7.06 
7.10 
6.86 
7.18 
5.66 
6.72 
7.11 
6.47 
5.75 
1.53 
2.39 
4.74 
3.82 
4.72 
2.43 
5.89 
6.99 
5.87 
4.60 
8.14 
8.40 
6.88 
8.59 
7.25 
9.35 
12.79 
15.90 
17.25 



0.01 
0.02 
0.04 
0.02 
0.04 
0.02 
0.05 
0.03 
0.08 
0.07 
0.07 
0.09 
0.04 
0.07 
0.11 
0.08 
0.12 
0.08 
0.10 
0.21 
0.27 
0.17 
0.06 
0.12 
0.04 
0.06 
0.01 
0.16 
0.22 
0.22 
0.20 
0.18 
0.24 
0.30 
0.24 
0.24 
0.21 
0.29 
0.37 
0.36 
0.37 
0.36 
0.37 
0.36 
0.34 
0.37 
0.00 
0.05 
0.02 
0.05 
0.02 
0.02 
0.18 
0.15 
0.14 
0.17 
0.24 
0.24 
0.28 
0.22 
0.29 
0.25 
0.24 
0.33 
0.01 
0.02 
0.07 
0.01 
0.04 
0.02 
0.07 
0.20 
0.21 
0.18 
0.24 
0-.30 
0.23 
0.24 
0.33 
0.31 
0.23 
0.23 
0.20 



0.01 
0.01 
0.04 
0.02 
0.05 
0.03 
0.06 
0.03 
0.07 
0.06 
O.07 
0.08 
0.05 
0.07 
0.11 
0.08 
0.11 
0.08 
0.1O 
0.21 
0.27 
0.18 
0.06 
0.13 
0.04 
0.06 
0.01 
0.16 
0.22 
0.22 
0.21 
0.18 
0.24 
0.?9 
0.25 
0.24 
0.21 
0.29 
0.37 
0.37 
0.37 
0.36 
0.36 
0.37 
0.35 
0.37 
0.00 
0.04 
0.01 
0.05 
0.02 
0.02 
0.17 
0.16 
0.14 
0.17 
0.25 
0.23 
0.29 
0.21 
0.30 
0.25 
0.24 
0.32 
0.01 
0.02 
0.07 
0.01 
0.04 
0.02 
0.06 
0.20 
0.21 
0.19 
0.24 
0.30 
0.22 
0 
0 
0 
0 
0 



24 
33 
31 
22 
22 



0.19 



532 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



(segid 3A4 and res id 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and nama CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA } 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name H ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name N ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O > 
(segjd 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O > 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 381 and name O ] 
(segid 3A4 and resid 381 and name O ] 
(segid 3A4 and resid 381 and name O 1 
(segid 3A4 and resid 381 and name O ] 
(segid 3A4 and resxd 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
assign (segid 3A4 and resid 382 and name C 
assign (segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name C 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
assign (segid 3A4 
assign (segid 3A4 



(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and res id 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA J 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 381 and name C ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 381 and name O ) 
(segid 3A4 and resid 382 and name C ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 382 and name N ) 
(segid 3A4 and resid 382 and name O ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name N ) 
(segid 3A4 and resid 382 and name C ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 382 and name N ) 
(segid 3A4 and resid 382 and name O > 
(segid 3A4 and resid 383 and name C ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name N ) 
(segid 3A4 and resid 383 and name O ) 
(segid 3A4 and resid 384 and name C ) 
(segid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 384 and name N ) 
(segid 3A4 and resid 385 and name C ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 385 and name N ) 
(segid 3A4 and resid 385 and name O ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 382 and name O ) 
(segid 3A4 and resid 383 and name C ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name N ) 
(segid 3A4 and resid 383 and name O ) 
(segid 3A4 and resid 384 and name C ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 384 and name CD1) 
(segid 3A4 and resid 364 and name CD2) 
(segid 3A4 and resid 384 and name CG ) 
(segid 3A4 and resid 384 and name N ) 
(segid 3A4 and resid 384 and name O ) 
(segid 3A4 and resid 385 and name C . ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 385 and name N ) 
i (segid 3A4 and resid 385 and name O ) 
i (segid 3A4 and resid 386 and name CA ) 
I (segid 3A4 and resid 386 and name N ) 
I (segid HEM and resid 1 and name C3A) 
I (segid HEM and resid 1 and name CHB) 
| (segid HEM and resid 1 and name CMA) 
) (segid HEM and resid 1 and name CMS) 
) (segid 3A4 and resid 382 and name C ) 
) (segid 3A4 and resid 382 and name CB ) 
) (segid 3A4 and resid 382 and name O ) 
) (segid 3A4 and resid 383 and name C ) 
) (segid 3A4 and resid 383 and name CA ) 
) (segid 3A4 and resid 383 and name N ) 
) (segid 3A4 and resid 383 and name 0 ) 



15-20 
15.51 
12.09 
11.59 
12.91 
12.10 
16.00 
17.39 
16.02 
12.75 
11.74 
15.05 
17.47 
18.35 
15.14 
14.05 
13.85 
13.06 
17.50 
18.42 
16.66 
17.48 
17.13 
16.94 
18.47 
2.43 
1.46 
2.81 
5.79 
4.71 
5.45 
3.46 
6.90 
7.05 
5.76 
3.83 
2.79 
3.91 
2.25 
4.93 
5.96 
5.30 
3.92 
7.17 
6.69 
6.49 
6.62 
5.46 
6.25 
6.81 
6.18 
5.16 
2.50 
1.23 
3.07 
2.41 
1.34 
4.04 
4.55 
4.44 
5.40 
6.47 
6.79 
6.12 
3.20 
5.71 
4.80 
4.50 
3.71 
4.32 
6.78 
6.01 
7.16 
7.36 
6.08 
7.34 
1.52 
1.54 
2.39 
4.48 
3.81 
2.45 
5.51 



0.34 
0.40 
0.26 
0.29 
0.28 
0.29 
0.22 
0.23 
0.30 
0.42 
0.42 
0.65 
0.52 
0.42 
0.50 
0.49 
0.68 
0.68 
0.70 
0.67 
0.66 
0.69 
0.72 
0.35 



0.34 
0.39 
0.27 
0.28 
0.27 



29 
21 
23 
30 
42 
43 
64 
.52 



94 
02 
01 
18 
08 
15 
0.34 
0.17 
0.15 
0.22 
0.18 
0.09 
0.03 
0.13 
0.01 
0.10 
0.29 
0.22 
0.17 
0.29 
0.40 
0.39 
0.45 
0.36 
0.38 
0.37 
0.36 
0.42 
0.03 
0.00 
0.03 
0.02 
0.01 
0.06 
0.06 
O.04 
0.07 
0.43 
0.42 
0.10 
0.05 
0.07 
0.19 
0.17 
0.12 
0.18 
0.20 
0.20 
0.25 
0.14 
0.23 
0.09 
0.01 
0.02 
0.01 
0.05 
0.04 
0.04 
0.07 



0.43 
0.51 
0.48 
0.67 
0.69 
0.70 
0.67 
0.65 
0.68 
0.72 
0.35 
0.94 
0.02 
0.01 
0.18 
0.09 
0.16 
0.34 
0.18 
0.14 
0.21 
0.17 
0.09 
0.04 
0.13 
0.01 
0.11 
0.29 
0.22 
0.18 
0.28 
0.39 
0.40 
0.45 
0.35 
0.39 
0.36 
0.37 
0.41 
0.03 
0.00 
0.04 
0.03 
0.01 
0.06 
0.07 
0.03 
0.07 
0.43 
0.41 
0.10 
0.04 
0.07 
0.18 
0.16 
0.11 
0.18 
0.19 
0.20 
0.24 
0.14 
0.24 
0.09 
0.01 
0.03 
0.01 
0.04 
0.03 
0.04 
0.07 
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assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resxd 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 



(segid 3A4 and resid 384 and name C ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 384 and name CG ) 



assian (segid 3A4 and resid 382 and name u\ j *™ " ~~ : 

5 assign segid 3A4 and resid 382 and name CA ) (segid 3A4 and resid 384 and name 
assign «y*u , 09 „ nrt n «me ca 1 (seqid 3A4 and resid 384 and name 



10 



15 



20 



25 



30 



35 



40 



45 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign l-ey*—. «wv» «-»»>«- ww- — - 

assign (segid 3A4 and resid 382 and name CA 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and tesid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA > 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA J 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA > 
assign (segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and tesid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CA ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 



assign 
assign 
assign 
assign 
assign 



5.39 
5.45 
6.19 
7.00 
4.33 
6.42 
4.83 
4.98 
4.48 
4.13 
6.36 
5.91 
10.01 
12.95 
14.26 
11.83 
11.98 
9.04 
8.83 
10.10 
9.46 
13.54 
14.79 
14.03 
11.32 
10.31 
14.31 
16.50 
17.12 
14.25 
12.94 
13.88 
13.25 
17.60 
18.35 
18.67 
18.43 
16.95 



50 



55 



assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



(segid 3A4 and re3id 382 and name CB 
(segid 3A4 and resid 382 and name CB 
(segid 3A4 and resid 382 and name CB 
(segid 3A4 and resid 382 and name CB 
B331 g n (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
as3ign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid»3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB 
assign (segid 3A4 and resid 382 and name CB . 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB > 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A1 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
• assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 
assign (segid 3A4 and resid 382 and name CB ) 



(■jO^xu w»w - — 

(segid 3A4 and resid 384 and name O 
(segid 3A4 and re3id 385 and name C 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 386 and name CA 
(segid 3A4 and resid 386 and name N 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 18.41 
(segid 3A4 and resid 402 and name CB ) 18.14 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA > 
(segid 3A4 and resid 434 and name CA ) 
(segid HEM and resid 1 and name CMA) 
(segid 3A4 and resid 383 and name C ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name N ) 
(segid 3A4 and resid 383 and name O ) 
(segid 3A4 and resid 384 and name C ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and xesid 384 and name CB ) 
(segid 3A4 and resid 384 and name N ) 
(segid 3A4 and resid 384 and name O ) 
(segid 3A4 and resid 3B5 and name C ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 385 and name N ) 
(segid 3A4 and resid 385 and name O ) 
(segid 3A4 and resid 386 and name C ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 386 and name N ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) J- 1 - 6 * 
(segid 3A4 and resid 389 and name CB > 11.63 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and tesid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 17.76 
(segid 3A4 and resid 396 and name CB ) 18.30 
(segid 3A4 and resid 397 and name CA ) 15.55 
(segid 3A4 and resid 397 and name CB J 14.21 
(segid 3A4 and resid 398 and name CA ) 15.34 
(segid 3A4 and resid 39b and name CB > 14.72 
(segid 3A4 and resid 399 and name CA ) 19.05 
(segid 3A4 and resid 401 and name CA J 18.39 



15.86 
15.39 
1T.37 
7.34 
5.47 
4.88 
3.71 
6.33 
6.00 
6.37 
7.26 
5.40 
6.95 
4.74 
4.94 
4.87 
4.27 
7.36 
5.98 
5.58 
9.56 
12.66 
13.88 



9.23 
9.10 
10.70 
10.21 
14.22 
15.38 
14.99 
12.49 
11.47 
15.57 



0.07 
0.05 
0.08 
0.11 
0.05 
0.08 
0.19 
0.17 
0.1O 
0.19 
0.22 
0.23 
0.12 
0.14 
0.13 
0.27 
0.34 
0.14 
0.24 
0.08 
0.10 
0.11 
0.08 
0.12 
0.36 
0.40 
0.56 
0.34 
0.26 
0.28 
0.25 
0.53 
0.58 
0-51 
0.48 
0.40 
0.42 
0.43 
0.48 
0.54 
1.18 
0.34 
0.84 
0.25 
0.06 
0.05 
0.06 
0.08 
0.14 
0.12 
0.16 
0.10 
0.17 
0.23 
0.17 
0.13 
0.26 
0.30 
0.31 
0.27 
0.31 
0.29 
0. 
0 
0 
0 
0 
0 
0 



0.06 
0.05 
0.09 
0.11 
0.04 
0.08 
0.19 
0.16 
0-10 
0.19 
0-23 
0.22 
0.12 
0.15 
0.14 
0.27 
0.34 
0.14 
0.24 
0.08 
0.09 
0.10 
0.07 
0.13 
0.36 
0.41 
0.55 
0.34 
0.26 
0.28 
0.26 
0.52 
0.57 
0.52 
0.48 
0.40 
0.41 
0.43 
0.48 
0.53 
1.18 
0.34 
0.64 
0.25 
0.05 
0.05 
0.06 
0.08 
0.13 
0.12 
0.16 
0.09 
0.16 
0.22 
0.18 
0.12 
0.26 
0.30 
0.31 
0.27 
0.32 
0.29 
0.27 
0.31 
0.35 
0.26 
0.36 
0.15 
0.14 
0.20 
0.17 
0.18 
0.40 
0.45 
0.59 
0.33 
0.27 
0.26 
0.23 
0.52 
0.57 
0.51 
0.41 



26 
31 
34 
,26 
.37 
.15 
.15 
0.21 
0.17 
0.18 
0.39 
0.46 
0.58 
0.33 
0.27 
0.25 
0.23 
0.51 
0.58 
0.51 
0.41 
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assign (segid 3A4 and resxd 382 and name CB 
assign (segid 3A4 and resxd 382 and name CB 
assign (segid 3A4 and res id 382 and name CB 
assign I segxd 3A4 and resxd 382 and name N 
5 assign (segxd 3A4 and resxd 382 and name N 
assign j segid 3A4 and resxd 382 and name M 
assign (segxd 3A4 and resxd 382 and name N 
assign (segxd 3A4 and resxd 382 and name N 
assxgn (segxd 3A4 and resxd 382 and name N 
10 assign (segxd 3A4 and resxd 382 and name N 
assxgn (segxd 3A4 and resxd 382 and name N 
assxgn (segxd 3A4 and resxd 382 and name H 
assign (segxd 3A4 and resid 382 and name M 
assxgn (segxd 3A4 and resid 382 and name N 
15 assxgn (segid 3A4 and resid 382 and name N 
assxgn (segxd 3A4 and resid 382 and name N 
assign (segxd 3A4 and resxd 382 and name N 
assxgn (segxd 3A4 and resxd 382 and name N 
assign (segxd 3A4 and resxd 382 and name N 
20 assign (segxd 3A4 and resxd 382 and name N 
assign (segxd 3A4 and resxd 382 and name N 
assxgn (segxd 3A4 and resxd 382 and name N 
assxgn (segxd 3A4 and resxd 382 and name 0 
assxgn (segxd 3A4 and resxd 362 and name 0 
25 assxgn (segxd 3A4 and resxd 382 and name 0 
assxgn (segxd 3A4 and resxd 382 and name 0 
assxgn (segxd 3A4 and resxd 382 and name 0 
assign (segxd 3A4 and resid 382 and name O 
assxgn (segxd 3A4 and resid 382 and name O 
30 assxgn (segid 3A4 and resid 382 and name 0 
assign (segid 3A4 and resid 382 and name 0 
assign (segxd 3A4 and resxd 382 and name O 
assign (segxd 3A4 and resxd 382 and name O 
assxgn (segxd 3A4 and resid 382 and name O 
35 assign (segid 3A4 and resid 382 and name O 
assxgn (segxd 3A4 and resid 382 and name O 
assxgn (segxd 3A4 and resxd 382 and name 0 
assign (segxd 3A4 and resxd 382 and name O 
assxgn (segxd 3A4 and resxd 382 and name O 
40 assxgn {segxd 3A4 and resxd 382 and name 0 
assxgn (segxd 3A4 and resxd 382 and name 0 
assxgn (segxd 3A4 and xesld 382 and name 0 
assxgn (segxd 3A4 and resid 382 and name O 
assxgn (segid 3A4 and resid 382 and name O 
45 assxgn (segid 3A4 and resid 382 and name O 
assign (segid 3A4 and resid 382 and name O 
assign (segid 3A4 and resid 382 and name 0 
assign (segxd 3A4 and resxd 383 and name C 
assign (segxd 3A4 and resxd 383 and name C 
50 assign (segxd 3A4 and resxd 363 and name C 
assign (segxd 3A4 and resxd 383 and name C 
assign (segxd 3A4 and resxd 383 and name C 
assign (segxd 3A4 and resxd 383 and name C 
assign (segxd 3A4 and resxd 383 and name C 
55 assign (segxd 3A4 and resxd 383 and name C 
(segxd 3A4 and resxd 383 and name 
(segxd 3A4 and resxd 383 and name 



assign 
assign 



60 



65 



70 



75 



c 
c 

assign (segxd 3A4 and resxd 363 and name C 
assign (segxd 3A4 and resxd 383 and name C 
assign (segxd 3A4 and resxd 383 and name C 
assign (segxd 3A4 and resxd 383 and name C 
assign (segxd 3A4 and resxd 383 and name C 
assign (segid 3A4 and resid 383 and name C 
assign (segid 3A4 and resid 383 and name C 
assign (segxd 3A4 and resxd 383 and name C 
(segxd 3A4 and resxd 383 and name C 
(segxd 3A4 and resid 383 and name C 
(segxd 3A4 and resid 383 and name 



assign 
assxgn 
assxgn 
assxgn 



(segxd 3A4 and resid 383 and name C 



assxgn (segxd 3A4 and resid 383 and name C 

assxgn (segxd 3A4 and resid 383 and name C 

assxgn (segid 3A4 and resid 383 and name C 

assign (segid 3A4 and resid 383 and name C 

assign (segid 3A4 and resid 383 and name C 

assign (segid 3A4 and resid 383 and name C 

assign (segid 3A4 and resid 383 and name C 

assign (segid 3A4 and resid 383 and name C 

assign (segid 3A4 and resid 383 and name C 

assign (segid 3A4 and tesid 383 and name C 

assign (segid 3A4 and resxd 383 and name C 

assign (segid 3A4 and resxd 383 and name C 

assign (segid 3A4 and resid 383 and name CA 

assign (segid 3A4 and resid 383 and name CA 



(segxd 3A4 and resxd 431 and name CA 
(segxd 3A4 and resid 433 and name CA 
(segxd 3A4 and resid 434 and name CA 
(segxd 3A4 and resid 382 and name C 
(segid 3A4 and resid 382 and name CA 
(segxd 3A4 and resid 382 and name CB 
(segxd 3A4 and resid 382 and name O 
(segid 3A4 and resxd 383 and name C 
(segid 3A4 and resid 383 and name CA 
(segxd 3A4 and resxd 383 and name N 
(segxd 3A4 and resxd 383 and name O 
(segid 3A4 and resid 384 and name C 
(segxd 3A4 and resxd 384 and name CA 
(segxd 3A4 and resxd 384 and name CB 
(segxd 3A4 and resid 384 and name CG 
(segxd 3A4 and resxd 384 and name N 
(segxd 3A4 and resxd 384 and name 
(segxd 3A4 and resxd 385 and name 
(segxd 3A4 and resid 385 and name 
(segxd 3A4 and resxd 385 and name 
(segxd 3A4 and resid 385 and name 
(segxd 3A4 and resid 386 and name 
(segid 3A4 and resid 382 and name CB 
(segid 3A4 and resxd 383 and name C 
(segid 3A4 and resxd 383 and name 
(segid 3A4 and resxd 363 and name 
(segid 3A4 and resxd 383 and name 
(segid 3A4 and resxd 384 and name 
(segxd 3A4 and resxd 384 and name 
(segxd 3A4 and resxd 384 and name 
(segxd 3A4 and resxd 384 and name 
(segxd 3A4 and resid 384 and name CD2 
(segxd 3A4 and resxd 384 and name CG 
(segid 3A4 and resxd 384 and name N 
(segxd 3A4 and resxd 384 and name O 
(segxd 3A4 and resxd 385 and name C 
(segid 3A4 and xesxd 385 and name CA 
(segxd 3A4 and resxd 385 and name M 
(segxd 3A4 and resxd 385 and name O 
(segxd 3A4 and resxd 386 and name CA 
(segxd 3A4 and resxd 386 and name N 



O 

C 

CA 
N 
O 
K 



CA 

N 

O 

C 

CA 

CB 

CD1 



and name C2a; 
and name C3A, 
and name C4a; 
and name CHB 
and name CMA] 
and name CMB 



(segxd HEM and resxd 1 
{segxd HEM and resxd 1 
(segxd HEM and xesxd 1 
(segid HEM and xesxd 1 
(segxd HEM and resxd 1 
(segxd HEM and resxd 1 
(segxd 3A4 and resxd 383 and name O 
(segxd 3A4 and resid 384 and name C 
(segxd 3A4 and resxd 384 and name CA 
(segid 3A4 and resxd 384 and name CB 
(segid 3a4 and resxd 384 and name CDl 
(segid 3A4 and resxd 384 and name CD2 
(segxd 3A4 and resxd 384 and name CG 
(segxd 3A4 and resxd 364 and name N 
(segxd 3A4 and resxd 384 and name O 
(segxd 3A4 and resxd 385 and name C 
(segxd 3A4 and resid 385 and name CA 
(segxd 3A4 and resxd 365 and name N 
(segxd 3A4 and resxd 385 and name O 
(segxd 3A4 and resxd 386 and name N 
(segxd 3A4 and resxd 391 and name CA 
(segxd 3A4 and resid 391 and name CB 
(segxd 3A4 and resxd 391 and name M 
(segxd HEM and resxd 1 and name CIA 
(segid HEM and resxd 1 and name C1B 
(segxd HEM and resxd 1 and name C2A 
(segxd HEM and resxd 1 and name C2B 
(segxd HEM and resxd 1 and name C3A 
(segxd hem and resxd 1 and name C3B! 
(segxd HEM and resxd 1 and name C4A! 
(segxd HEM and resxd 1 and name C4B 
(segxd HEM and resxd 1 and name CAA! 
(segxd HEM and resxd 1 and name CAB 
(segxd HEM and resxd 1 and name cbb: 
(segid HEM and resxd 1 and name CHB! 
(segid HEM and resxd 1 and name CMA 
(segxd HEM and resxd 1 and name CMB 
(segxd HEM and resxd 1 and name FE 
(segid HEM and resxd 1 and name MA 
(segxd HEM and resxd 1 and name NB 
(segid 3A4 and resid 383 and name C 
(segid 3A4 and resid 363 and name O 



15.70 
15.69 
17.91 
2.49 
1.47 
2.47 



55 
24 
24 
84 
32 
61 
6.46 
7.05 
7.65 
5.20 
7.68 
6.21 
6.41 
5.82 
5.41 
7.27 
2.74 
2.99 
2.71 
2.24 
3.66 
4.15 
4.29 
5.50 
6.73 
7.07 
6.34 
3.26 
5.29 
4.35 
3.76 
3.12 
4.20 
6.47 
5.52 
7.19 
6.29 
6-99 
6.78 
5.10 
7.13 
1.22 
3.36 
2.44 
3.60 
4.20 
4.59 
3.91 
1.33 
4.51 
5.56 
4.68 
3.31 
5.36 
6.85 
7.45 
6.35 
7.12 
6.94 
5.25 
6.25 
5.18 
5.10 
6.37 
5-20 
7.04 
7.00 
7.18 
7.21 
4.56 
4.36 
4.37 
7.54 
6.39 
6.46 
1.53 
2.38 



1.22 
0.41 
0.91 
0.05 
02 
04 
07 
09 
10 
0.11 
0.11 
0.11 
0.09 
0.11 
0.10 
0.08 
0.12 
0.21 
0.18 
0.13 
0.23 
0.25 
0.05 
0.06 
0.05 
02 
08 
09 
,06 
07 
26 
0.29 
0.09 
0.06 
0.11 
0.21 
0.19 
0.14 
0.21 
0-22 
0.23 
0.34 
29 
24 
20 
27 
14 



0.00 
0.06 
0.02 
0.05 
0.14 
0.21 
0.11 
0.00 
0.05 
0.14 



1.22 
0.40 
0.90 
0.05 
0.02 
0.04 
0.06 
0.09 
0.10 
0.11 
0.11 
0.11 
0.08 
0.11 
0.09 
0.08 
0.11 
0.22 
0.18 
0.14 
0.22 
0.24 
0.04 
0.06 
0.05 
0.02 
0.09 
0.10 
0.05 



0.10 
0.08 
0.14 
0.11 
0.15 
0.12 
0.12 
0.14 
0.12 
0.12 
0.20 
0-15 
0.25 
0.10 
0.09 
0.09 
0.17 
0.32 
0.32 
0.01 
0.02 



,07 
.26 
.28 
.09 
.07 
,10 
0.22 
0.19 
0.14 
0.20 
0.21 
0.22 
0.34 
0.29 
0.23 
0.20 
0.28 
0.14 
0.01 
0.05 
0.01 
0.04 
0.14 
0.20 
0.11 
0.00 
0.06 
0.13 
0.11 
0.11 
0.15 
0.12 
0.08 
0.10 
0.08 
0.14 
0-12 
0.16 
0.12 
0.13 
0.14 
0.11 
0.12 
0.21 
0.15 
0.25 
0.10 
0.08 
0.10 
0.16 
0.12 
0.11 
0.00 
0.03 



535 



10 



15 



assign 
assign 
assign 
assign 
assign 



20 



25 



assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and tesid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign I segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4- and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
~ (segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name CA J 
(segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A1 and resid 383 and name CA J 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign {segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 

. «v- . i . _• lOl an/I namo f& ) 



(segid 3A4 and resid 384 and name C ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 384 and name GDI) 
(segid 3A4 and resid 384 and name CD2) 
(segid 3A4 and resid 384 and name CG ) 
(segid 3A4 and resid 384 and name N } 
(segid 3A4 and resid 384 and name O ) 
(segid 3A4 and resid 385 and name C ) 
(segid 3A4 and resid 385 and name CA ) 



assign jaeyxu - ~~ — , „ 

assign (segid 3A4 and resid 383 and name CA 
assign (segid 3A4 and resid 383 and name CA . 
assign (segid 3A4 and resid 383 and name CA > 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (3egid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA > 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA 
assign (segid 3A4 and resid 383 and name CA 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA 
assign (segid 3A4 and resid 383 and name CA ) 
assign (segid 3A4 and resid 383 and name CA ) 
65 assign (segid 3A4 and resid 383 and name CA 

. . -j a<ns4 nana M 1 



30 



35 



40 



45 



50 



55 



60 



(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 3B6 and name CA 
(segid 3A4 and resid 386 and name N 
(segid 3A4 and resid 387 and name CA 
I segid 3A4 and resid 388 and name CA 
(segid 3A4 and resid 388 and name CB 
(segid 3A4 and resid 389 and name CA 
(segid 3A4 and resid 389 and name CB . 
(segid 3A4 and resid 390, and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA > 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(sogid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and tesid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 



4.63 
3.82 
4.79 
5.13 
5.54 
4.98 
2.44 
5.83 
6.25 
5.54 
4.30 
5.89 
8.52 
7.55 
12.04 
14.26 
15.62 
12.27 
12.38 
9.34 
9.51 
8.92 
7.84 
12.37 
13-60 
12.00 
9.49 
8.93 
12.71 
14.19 
14.75 
11.41 
10.04 
11.51 
11.23 
15.26 
16.09 
15.73 
15.35 
13.94 
15.92 
15.88 



(segia ^ *«iu — - - 

(segid 3A4 and resid 403 and name CA ) 19.06 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 427 and name CA } 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 



70 



75 



80 



assign »aey*u - 

assign (segid 3A4 and resid 383 and 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name H 
assign (segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 383 and name M 
(segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and tesid 383 and name H 
assign (segid 3A4 and tesid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 Bnd name N 



assign 
assign 
assign 
assign 
assign 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 383 and name C ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 383 and name O 
(segid 3A4 and resid 384 and name C ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name C02 
(segid 3A4 and resid 384 and name CG ) 



and name C1B> 
and name C2A) 
and name C2B) 
and name c3A) 
and name C3B) 
and name C4A) 
and name CHB) 
and name CMA) 
and name CMB) 
and name NB ) 



(segid 3A4 and resid 384 and name N 
(segid 3A4 and resid 384 and name O 
(segid 3A4 and resid 385 and name C 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 385 and name W 
(segid 3A4 and resid 385 and name O 
(segid 3A4 and icsid 386 and name N 
(segid HEM and resid 1 and name C1B) 
(segid HEM and resid 1 and name C2B) 



19.41 
19.00 
18.07 
18.47 
17.27 
17.60 
16.64 
15.74 
13.48 
12.31 
13.98 
16.80 
6.53 
7.62 
6.24 
6.46 
7.41 
6.61 
5.91 
5.51 
5.16 
7.79 
2.49 
1.46 
3.57 
4.76 
4.21 
5.03 
5.66 
6.01 
5.43 
2.78 
5.96 
5.70 
5.32 
4.21 
5.15 
6.99 
7.71 
7.51 



0.06 
0.01 
0.03 
0.31 
0.35 
0.10 
0.01 
0.06 
0.16 
0.15 
0.11 
0.16 
0.16 
0.16 
0.20 
0.10 
0.11 
0.22 
0.33 
0.11 
0.26 
0.07 
0.09 
0.06 
0.09 
0.07 
0.20 
0.27 
0.33 
0.17 
0.24 
0.17 
0.18 
0.32 
0.37 
0.30 
0.26 
0.30 
0.36 
0.31 
0.30 
0.32 
0.31 
0.31 
0.32 
0.37 
0.32 
0.36 
0.32 
0.92 
1.40 
1.07 
0.25 
0.77 
0.61 
0.12 
0.18 
0.11 
0.17 
0.13 
0.13 
0.13 
0.14 
0.09 
0.11 
0.02 
0.01 
0.03 
0.05 
0.03 
0.07 
0.47 
0.49 
0.11 
0.03 
0,07 
0.16 
0.13 
0.10 
0.17 
0.17 
0.09 
0.08 



0.06 
0.01 
0.04 
0.32 
0.34 
0.11 
0.01 
0.06 
0.16 
0.14 
0.12 
0.17 
0.15 
0.15 
0.20 
0.10 
0.11 
0.23 
0.33 
0.11 
0.25 
0.08 
0.09 
0.06 
0.08 
0.08 
0.20 
0.26 
0.33 
0.17 
0.24 
0.17 
0.18 
0.31 
0.36 
0.30 
0.27 
0.31 
0.37 
0.31 



30 
33 
31 
.30 
.32 
.38 
.32 
0.36 
0.32 
0.93 
1.40 
1.07 
0.25 
0.76 
0.62 
0.12 
0.19 
0.11 
0.16 
0.13 
0.14 
0.12 
0.15 



09 
11 
02 
00 
04 
,06 
0.02 
0.06 
0.48 
0.49 
0.12 
0.03 



06 
16 
13 
.10 
,16 
.17 
0.09 
0.09 



536 



assign (aegid 3A4 and resid 383 and name M 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
assign (segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 383 and name N 
(segid 3A4 and resid 383 and name O 



10 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



^ acyj.u .*r»-» — — 

(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and' resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
(segid 3A4 and resid 383 and name 
I segid 3A4 and resid 383 and name 



(segid HEM and resid 1 and name C3A) 
(segid HEM and resid 1 and name C4A) 
(segid HEM and resid 1 and name CHB) 
(segid HEM and resid 1 and name CMA) 
(segid HEM and resid 1 and name CMB) 
(segid 3A4 and resid 384 and name C ) 
(segid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CD2) 



a s s l q n i s e y * *j ** *• w " * - ~ - - — - - 0 

assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
30 assign (segid 3A4 and resid 383 and name 0 
assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
35 assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
40 assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 383 and name O 
assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
45 assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
50 assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
55 assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
60 assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
65 assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (sogxd 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name C 
70 assign (segid 3A4 and resid 384 and name C 
assign segid 3A4 and resid 384 and name C 
assign segid 3A4 and resid 384 and name C 
assign segid 3A4 and resid 384 and name C 
assign segid 3A4 and resid 384 and name C 
75 assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
assign sogid 3A4 and resid 384 and name C 
assign segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
80 assign (segid 3A4 and re.id 384 and name C 
assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 
assign (segid 3A4 and resid 384 and name C 



isetjxu *ww~»- 

(segid 3A4 and resid 384 and name CG 
(segid 3A4 and resid 384 and name N 
(segid 3A4 and resid 384 and name O 
(segid 3A4 and resid 385 and name C 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 385 and name H 
(segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 386 and name N 
(segid 3A4 and resid 391 and name CA 
(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 391 and name N 
(segid HEM and resid 1 ~ " ' 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 3 
(segid HEM and resid 3 
(segid HEM and resid 3 
(segid HEM and tesid ! 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CD2) 



1.28 
7.57 
7.03 
6.31 
6.52 
3.62 
2.78 
4.05 
4.47 
4.69 
4.26 
2.25 
4.66 



and name CIA) 
and name C1B) 
and name C2A) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C4A) 
and name C4B) 
and name CAA) 
and name CAB) 
and name CBA) 
and name CBB) 
. and name CHA) 
. and name CHB) 
. and name CHC) 
. and name CMA) 
L and name CMB) 
L and name EE ) 
L and name HA ) 
and name NB ) 



08 
96 
69 
,10 
,29 
.24 
.10 
.07 
.21 
.34 
53 



) 
) 
) 
) 
) 
> 
) 
J 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 384 and name CG 
(segid 3A4 and resid 384 and name O 
(segid 3A4 and resid 385 and name C 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 386 and name C 
(segid 3A4 and resid 386 and name CA 
(segid 3A4 and resid 386 and name N 
(segid 3A4 and resid 386 and name O 
(segid 3A4 and resid 387 and name N 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name 0 
(segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 390 and name CA 
(segid 3A4 and resid 390 and name CB 
(segid 3A4 and resid 390 and name N 
(segid 3A4 and resid 390 and name 0 ) 
(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA 
segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 391 and name N 
(segid 3A4 and resid 391 and name O ) 
(segid 3A4 and resid 392 and name N 
(segid 3A4 and resid 394 and name CA ) 
segid 3A4 and resid 394 and name CB 
segid 3A4 and resid 394 and name N ) 

1 ^ . . mm i an/1 name C 



(segid HEM and resid 
(segid HEM and resid 
(sogid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



and name CIA) 
and name C1B) 
and name C2A) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C4A) 
and name C4B) 
and name C40) 
and name CAA) 
and name CBA) 
and name CGA) 



4.33 
4.27 
5.61 
4.30 
6.26 
6.40 
6.52 
6.93 
6.65 
7.57 
3.57 
7.61 
3.53 
3.53 
6.77 
5.58 
5.62 
2.49 
4.58 
4.75 
3.85 
1.22 
3.21 
2.43 
1.33 
3.36 
6.46 
5.44 
4.30 
6.85 
7.17 
6.41 
5.94 
4.94 
4.76 
5.13 
5.97 
6.12 
6.03 
4.81 
4.24 
4.08 
6.16 
7.18 
7.39 
6.56 
7.67 
5.15 
S.55 
4.51 
6.23 
4.00 
7.23 
4.39 
7.24 
7.11 
4.98 
5.41 
6.19 



0.19 
0.14 
0.12 
0.18 
0.0S 
0.06 
0.03 
0.07 
0.28 
0.17 
0.14 
0.01 
0.07 
0.13 
0.11 
0.11 
0.15 
0.11 
0.14 
0.14 
0.12 
0.14 
0.19 
0.12 
0.19 
0.11 
0.21 
0.13 
0.18 
0.15 
0.21 
0.34 
0.27 
0.14 
0.14 
0.19 
0.09 
0.16 
0.20 
0.14 
0.17 
0.03 
0.15 
0.13 
0.O2 
0.00 
0.07 
0.02 
0.01 
0.14 
0.09 
0.11 
0.06 
0.22 
0.29 
0.17 
0.19 
0.13 
0.17 
0.30 
0.13 
0.11 
0.07 
0.09 
0.13 
0.09 
0.10 
0.07 
0.18 
0.21 
0.10 
0.25 
0.15 
0.26 
0.14 
0.17 
0.16 
0.14 
0.15 
0.21 
0.32 
0.65 
0.66 



0.20 
0.15 
0.11 
0.18 
0.06 
0.06 
0.03 
0.07 
0.28 
0.17 
0.15 
0.00 
0.06 
0.13 
0.11 
0.11 
0.14 
0.11 
0.14 
0.15 
0.11 
0.13 
0.18 
0.12 
0.19 
0.12 
0.21 
0.13 
0.19 
0.15 
0.22 
0.33 
0.28 
0.13 
0.15 
0.19 
0.09 
0.16 
0.19 
0.14 
0.18 
0.04 
0.15 
0.13 
0.02 
0.01 
0.06 
0.02 
0.00 
0.14 
0.10 
0.11 
0.06 
0.22 
0.29 
0.16 
0.19 
0.12 
0.17 
0.30 
0.14 
0.11 
0.08 
0.10 
0.13 
0.10 
0.10 
0.06 
0.17 
0.21 
0.10 
0.24 
0.15 
0.27 
0.14 
0.18 
0.15 
0.14 
0.14 
0.22 
0.32 
0.65 
0.66 



537 



10 



25 



35 



40 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



C 
C 
c 
c 
c 
c 
c 
c 
c 



50 



55 



60 



65 



70 



80 



(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name _ 
(segid 3A4 and resid 384 and name CA J 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
Oegid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA J 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384. and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA > 
( segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(sogid 3A4 and resid 364 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 



and name CHA) 
and name CHB) 
and name CMA) 
and name CMB) 
and name FE ) 
and name NA ) 
and name NB ) 
and name ND ) 
and name 01 A) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and cesid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid HEM and resid - 

(segid 3A4 and resid 384 and name C ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 384 and name CD1) 
(segid 3A4 and resid 384 and name CD2) 
(segid 3A4 and resid 384 and name CG ) 
(segid 3A4 and resid 384 and name 0 
(segid 3A4 and resid 385 and name C 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name 0 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 386 and name M ) 
(segid 3A4 and resid 387 and name CA 
(segid 3A4 and resid 388 and name CA 
(segid 3A4 and resid 388 and name CB 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name CA 
(segid 3A4 and resid 389 and name CB 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 390 and name CA 
(segid 3A4 and resid 390 and name CB 
(segid 3A4 and resid 390 and name N 
(segid 3A4 and resid 390 and name 0 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name CA . 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 
(segid 3A4 and resid 391 and name O ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 392 and name N ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 



\ ijtry jlu jj-ii oiiu ^ — — — — 

(segid 3A4 and resid 396 and name CB 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 398 and name CA 
(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 399 and name CA 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA > 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name ca ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid HEM and resid 1 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



and name CIA) 
and name C1B) 
and name C2A) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C4A) 
and name C4B) 
and name C4D) 
and name CAA) 
and name CAB) 
and name CBA) 
and name CHA) 
and name CHB) 



6.17 
4.63 
88 
22 
45 
.09 
28 
34 
32 
1.53 

I. 52 
3.27 
3.46 
2.54 
2.39 
4.53 
3.81 
2.44 
4.40 
6.77 
5.71 
9.76 

II. 29 
12.71 

7.70 
9.18 
9.56 
7.16 
5.86 
5.95 
6.21 
7.25 
6.97 
6.27 
5.17 
4.19 
4.80 
6.30 
8.63 
9.87 
7.43 
8.76 
6.59 
5.89 
7.07 
10.15 
11.80 
12.17 
9.73 
8.33 
10.43 
10.07 
13.94 
14.45 
14.71 
14.21 
13.81 
15.83 
15.61 
18.61 
18.67 
18.98 
18.08 
19.12 
18.07 
14.33 
14.21 
15.81 
18.78 
5.57 
4 



.76 
5.14 
5.15 



.34 

.12 



4 
6 

4.30 
6.34 
7.48 
5.94 
7.11 



0.28 
0.10 
0.09 
0.14 
0.24 
0.17 
0.14 
0.20 
0.59 
0.02 
0.02 
0.13 
0.10 
0.03 
0.03 
0.06 
0.02 
0.02 
0.14 
0.12 
0.06 
0.23 
0.13 
0.09 
0.13 
0.15 
0.24 
0.15 
0.11 
0.16 
0.30 
0.12 
0.09 
0.06 
0.04 
0.08 
0.07 
0.15 
0.05 
0.06 
0.04 
0.08 
0.17 
0.21 
0.11 
0.25 
0.14 
0.23 
0.20 
0.23 
0.28 
0.26 
0.24 
0.20 
0.26 
0.30 
0.28 
0.22 
0.21 
0.26 
0.24 
0.28 
0.30 
0.28 
0.31 
1.22 
0.16 
0.65 
0.61 
0.17 
0.09 
0.19 
0.10 
0.12 
0.13 
0.09 
0.12 
0.14 
0.25 
0.12 
0.61 
0.18 
0.06 



0.28 
0.11 
0.10 
0.14 
0.24 
0.18 
0.14 
0.20 
0.59 
0.02 
0.02 
0.12 
0.10 
0.03 
0.02 
0.07 
0.02 
0.01 
0.15 
0.12 
0.07 
0.24 
0.14 
0.08 
0.13 
0.14 
0.23 
0.15 
0.11 
0.15 
0.30 
0.12 
0.08 
0.06 
0.05 
0.07 
0.07 
0.14 
0.05 
0.05 
0.04 
0.07 



47 
.70 



10 



0.17 
0.22 
0.10 
0.25 
0.14 
0.23 
0.20 
0.22 
0.28 
0.27 
0.23 
0.20 
0.26 
0.29 
0.27 
0.22 
0.21 
0.26 
0.24 
0.28 
0.31 
0.27 
0.31 
1.21 
0.16 
0.64 
0.61 
0.16 
0.09 
0.18 
0.11 
0.13 
0.13 
0.10 
0.11 
0.14 
0.24 
0.13 
0.60 
0.18 
0.06 
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assign (segid 3A4 and resid 384 and name CA ) 
assign (sagid 3A4 and resid 384 and name CA ) 
assign (segid 3A4 and resid 384 and noma CA ) 
assign (segid 3A4 and Lesid 384 and name CA ) 
5 assign (segid 3A4 and resid 384 and name CA ) 
assign (segid 3A4 and resid 384 and name CA ) 
assign (segid 3A4 and resid 384 and name CA ) 
assign (segid 3A4 and resid 384 and name CA ) 
assign (segid 3A4 and resid 384 and name CB ) 
10 assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
15 assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
20 assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB 
25 assign 



and name CHC) 
and name CMA) 
and name CMB) 
and name F£ ) 
and name NA ) 
and name NB ) 
and name NC ) 
and name ND ) 



loeyxu — 

(segid 3A4 and resid 384 and name CB ) 

assign (segid 3A4 and resid 384 and name CB ) 

. . ■ > *>0 A __~J <r*->m<-k f*n \ 



30 



35 



40 



assign \ auyiu mv* a»« — ~ 

assign (segid 3A4 and resid 384 and name CB 
assign (segid 3A4 and resid 384 and name CB , 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign Isegid 3A4 and resid 384 and name CB ) 
assign (segid 3A1 and tesid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and lesid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid - 
(segid 3A4 and resid 384 and name CD1> 
(segid 3A4 and resid 384 and name CD2) 
(segid 3A4 and resid 384 and name CG ) 
(segid 3A4 and resid 385 and name C ) 
(segid 3A4 and resid 385 and name CA > 
(segid 3A4 and resid 385 and name N ) 
(segid 3A4 and resid 385 and name O ) 
(segid 3A4 and resid 386 and name CA J 
(segid 3A4 and resid 386 and name N ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name O > 
(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA ) 



v ^*-y-«-" ~" ' * . 

assign (segid 3A4 and resid 384 and name CB J 



45 



50 



aS3J.yu \ acy*u «-•■•>- — - 

assign (segid 3A4 and resid 384 and name CB 

assign (segid 3A4 and resid 384 and name CB 

assign (segid 3A4 and resid 384 and name CB 

assign (segid 3A4 and te&id 384 and name CB 



assign (segid 3A4 and resid 384 and name CB ) 



assign (segid 3A4 and resid 384 and name CB 
assign (segid 3A4 and resid 384 and name CB 



assign (segid 3A4 and resid 384 and name CB ) 

) 



55 



asbiyn j»cyj.u - - 

assign (segid 3A4 and resid 384 and name CB 
assign (segid 3A4 and resid 384 and name CB 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB > 
assign (segid 3A4 and resid 3B4 and name CB ) 
assign (segid 3A4 and resid 384 and name CB > 
assign (segid 3A4 and resid 384 and name CB ) 
60 assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB > 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
65 assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB > 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
70 assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
75 assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
80 assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 



(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 391 and name N ; 
(segid 3A4 and resid 391 and name O ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 392 and name N ) 
(segid 3A4 and resid 393 and name C J 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 393 and name N ) 
(segid 3A4 and resid 394 and name C ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
( segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA^) 
(segid HEM and resid 1 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
( segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
( segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



and name CIA) 
and name C1B) 
and name C2A) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C4A) 
and name C4B) 
and name CAA) 
and name CAB) 
and name CHA) 
and name CHB) 
and name CHC) 
and name CMA) 
and name CMB) 



7.46 
4.24 
5.04 
6.17 
5.12 
5.59 
7.72 
7.42 
2.52 
2.51 
1.51 
5-20 
4.82 
3.59 
4.85 
7.13 
6.29 
9.91 
11.27 
12.72 
9.41 
10.01 
7.46 
5.63 
5.88 
5.88 
7.28 
6.64 
5.61 
4.82 
3.78 
4.55 
5.39 
7.88 
9.24 
6.83 
7.02 
7.89 
7.50 
6.52 
5.33 
4.49 
5.95 
6.75 
8.76 
10-67 
11.13 
8.65 
7.54 
9.35 
8.88 
7.57 
12.78 
13.25 
13.83 
13.42 
13.11 
14.92 
14.59 
17.68 
17.70 
18.30 
17.48 
18.51 
17.49 
15.62 
15.28 
16.65 
6.16 
5 
6 
5 
5 

6.19 
5.10 
6 
6 

7.05 
7 
4 
7 



0.13 
0.08 
0.12 
0.16 
0.11 
0.09 
0.12 
0.14 
0.01 
0.02 
0.01 
0.11 
0.04 
0.01 
0.20 
0.18 
0.10 
0.29 
0.22 
0.18 
0.12 
0.21 
0.16 
0.13 
0.17 
0.30 
0.15 
0.13 
0.12 
0.08 
0.07 
0.11 
0.22 



0.12 
0.08 
0.12 
0.17 
0.11 
0.09 
0.11 
0.14 
0.01 
0.01 
0.01 
0.10 
0.04 
0.01 



.20 
.03 
.50 
.40 



.32 
.89 



11 
10 
08 
.20 
.17 
.15 
.30 
0.26 
0.27 
0.21 
0.30 
0.32 
0.25 
0.30 
0.27 
0.28 
0.32 
0.31 
0.26 
0.29 
0.27 
0.28 
0.31 
0.29 
0.25 
0.24 
0.30 
0.29 
0.30 
0.31 
0.27 
0.3O 
1.18 
0.16 
0.62 
0.20 
0.13 



0.21 
0.19 
0.11 
0.28 
0.21 
0.19 
0.13 
0.20 
0.17 
0.14 
0.16 
0.31 
0.15 
0.14 
0.12 
0.07 
0.08 
0.11 
0.22 
0.11 
0.10 
0.09 
0.21 
0.16 
0.16 
0.29 
0.25 
0.28 
0.21 
0.30 
0.33 
0.25 
0.30 
0.27 
0.28 
0.31 
0.30 
0.27 
0.28 
0.26 
0.29 
0.31 
0.28 
0.24 



13 
87 



.25 
5.59 
5.59 



20 
11 
14 
,13 
,15 
.14 
0.25 
0.11 
0.23 
0.14 
0.16 
0.11 
0.13 



0.24 

0.29 

0.29 

0.30 

0.32 

0.27 

0.29 

1.17 

0.16 

0.62 

0.21 

0.12 

0.20 

0.12 

0.14 

0.13 

0.15 

0.15 

0.26 

0.10 

0.22 

0.14 

0.17 

0.11 

0.13 



539 



10 



15 



20 



25 



30 



35 



40 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 384 and name CB > 
assign (segid 3A4 and tesid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign < segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CB ) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CD1) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl] 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CD1) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDX) 
assign (segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CD1) 
(segid 3A4 and resid 384 and name CD1> 
(segid 3A4 and resid 3B4 and name CD1) 
assiqn (segid 3A4 and resid 384 and name CD1) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl 
assign (segid 3A4 and resid 384 and name CDl 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
(seqid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 3B4 and name CDl) 
(segid 3A4 and resid 3B4 and name CDl) 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
45 assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CDl) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (t»egid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
50 assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
55 assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
60 assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and lesid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
65 assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
70 assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
75 assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 3B4 and name CD2) 
80 assign (segid 3A4 and resid 3B4 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD2) 
assign (segid 3A4 and resid 384 and name CD 2) 



(segid HEM and resid 1 and name FB ) 
Uegid HEM and resid 1 and name NA ) 
(segid HEM and resid 1 and name NB ) 
(segid HEM and resid 1 and name NC ) 
(segid HEM and resid 1 and name ND ) 
(segid 3A4 and xesid 384 and name CD2) 
(segid 3A4 and resid 385 and name C 1 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 385 and name N ) 
(segid 3A4 and resid 385 and name O ) 
t segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA > 

) 
) 
) 
) 
) 



(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 391 and name N 
(segid 3A4 and resid 391 and name O 
(segid 3A4 and resid 393 and name C 
(segid 3A4 and resid 393 and name O 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name N ) 
(segid 3A4 and resid 39*7 and name C ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CDl) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name N ) 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and lesid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 385 and name C 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name CA 
(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 391 and name N 
(segid 3A4 and resid 391 and name O 
(segid 3A4 and resid 393 and name C 
(segid 3A4 and resid 393 and name O 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name CA 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name N ) 
(segid 3A4 and resid 397 and name CB 
segid 3A4 and resid 398 and name CA 
(segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 398 and name CDl 
segid 3A4 and resid 398 and name CG 
segid 3A4 and resid 398 and name N ) 



and name ClB) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C4A) 
and name C4B) 
and name CAB) 
and name CBB) 
and name CHB) 
and name CHC) 
and name CMA) 
and name CMB) 
and name FE ) 
and name HA ) 



and name NB 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and rosid 
(segid HEM and resid 



and name ClB) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C4A) 
and name C4B) 
and name CAB) 
and name CBB) 
and name CHB) 
and name CHC) 
and name CMA) 
and name CMB) 
and name FE ) 



6.27 
5.63 
5.77 
7.57 
7.51 
2.40 
7.37 
6.68 
5.55 
6.97 
6.59 
6.02 
4.66 
6.24 
6.34 
6.35 
6.56 
5.51 
4.61 
4.28 
5.50 
5.40 
6.70 
7.23 
7.07 
5.79 
7.42 
7.11 
6.02 
5.83 
6.88 
4.75 
4.54 
6.45 
4.92 
5.70 
5.34 
5.45 
5.69 
5,00 
6.19 
6.69 
4.63 
6.30 
6.22 
5.26 
7.52 
7.09 
5.77 
7.08 
7.30 
6.36 
5.89 
4.56 
6.12 
6.06 
6.15 
6.42 
5.28 
4 .34 
3.97 
5.25 
5.21 
6.45 
5.72 
7.38 
7.03 
5.91 
5.79 
6.81 
4.96 
4.81 
6.63 
5.13 
5.88 
5.45 
5.64 
5.92 
5.23 
6.23 
6.95 
5.00 
6.33 



0.19 
0.16 
0.13 
0.16 
0.17 
0.01 
0.18 
0.08 
0.05 
0.42 
0.64 
0.66 
0.76 
0.53 
0.64 
0.59 
0.56 
0.14 
0.29 
0.24 
0.48 
0.15 
0.15 
0.15 
0.30 
0.38 
0.35 
0.44 
0.67 
0.52 
0.20 
0.78 
0.68 
0.60 
0.72 
0.70 
0.81 
0.67 
0.46 
0.70 
0.83 
0.44 
Q.42 
0.97 
0.81 
0.84 
0.08 
0.05 
0.05 
0.14 
0.39 
0.56 
0.62 
0.70 
0.44 
0.40 
0.72 
0.71 
0.43 
0.53 
0.34 
0.68 
0.36 
0.41 
0.7S 
0.24 
0.10 
0.34 
0.18 
0.39 
0.93 
0.82 
0.69 
0.86 
0.84 
1.01 
0.68 
0.67 
0.85 
1.00 
0.54 
0.64 
0.92 



0.29 
0.16 
0.13 
0.15 
0.17 
0.02 
0.18 
0.07 
0.06 
0.42 
0.64 
0.66 
0.75 
0.53 
0.64 
0.58 
0.56 
0.15 
0.30 
0.24 
0.48 
0.14 
0.15 
0.15 
0.29 
0.38 
0.36 
0.45 
0.67 
0.51 
0.21 
0.78 
0.68 
0.59 
0.73 
0.70 
0.81 
0.67 
0.46 
0.69 
0.82 
0.45 
0.42 
0.97 
0.80 
0.83 
0.07 
0.06 
0.05 
0.14 
0.39 
0.56 
0.61 
0.69 
0.44 
0.40 
0.73 
0.71 
0.42 
0.54 
0.34 
0.67 
0.35 
0.40 
0.75 
0.23 
0.11 
0.33 
0.17 
0.39 
0.93 
0.82 
0.68 
0.86 
0.83 
1.02 
0.68 
0.68 
0.85 
0.99 
0.54 
0.64 
0.92 



540 



|StHjJ-U -trf «*••■— - 

(segid 3A4 and resid 386 and name N ) 
(segid 3A4 and res id 390 and name C ) 
(segid 3A4 and res id 390 and name CA ) 



i^«,h -Km nnrf r BS id 384 and name CD2) (segid HEM and resxd 1 and name NA J 
assign segid 3A4 and resid 3B4 and name * % ^ ^ m ) 

55535 555 ~ S 3 = - 555 Si 53 £15 55 S =5 Si! 
5 55555 S3 £ S S 5S = 3 U- ~ - s - = j, > 

Si S 2 S 3 3 5555555s: 155s 2 555 555s s a = s ', 

assign (segid 3A4 and resld 384 and name CG J 
10 assign (segid 3A4 and resid 384 and name CG 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
15 assign (segid 3A4 and resid 384 and name CG ) 
assign (segtd 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG 
assign (segid 3A4 and resid 384 and name CG ) 
20 assign (seqid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
25 assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
30 assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and re aid 384 and name CG ) 



lsecj.LU jn» i.v_^-.— — ■ — — 

(segid 3A4 and resid 390 and name CB 
(segid 3A4 and resid 390 and name O 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name CA 
(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 391 and name N 
(segid 3A4 and resid 391 and name O 
(segid 3A4 and resid 392 and name N 
(segid 3A4 and resid 393 and name C 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 393 and name N 
(segid 3A4 and resid 393 and name O 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name N ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CD1) 



igaaid 3A4 and rosid 384 and name tfc J isegxu -""r — ~ ~"\ 

segid 3A4 and resid 384 and name CG ) (segid 3A4 and resid 398 and name CG 
isegia anu «.« ^ nfZ y ( Se gid 3A4 and resid 398 and name N ) 



35 



40 



45 



50 



assign jBuyw j#v* «.< — - — — 

assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG J 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 

ass ran (seaid 3A4 and resid 384 and name CG ) . — „ 

assign seaid 3A4 and resid 384 and name CG ) (segid HEM and resid 
assign (segid 3A4 and resid 384 and name CG ) (segid HEM and resid 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 
assign (segid 3A4 and resid 384 and name CG ) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



and name CIA) 
and name C1B) 
and name C1C) 
and name C2A) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C4A) 
and name C4B) 
and name CAB} 
and name CBB) 
and name CHB) 
and name CHC) 
and name CMA) 
, and name CMB) 
. and name FE ) 
. and name NA ) 
and name NB ) 
and name NC ) 
and name ND ) 



6.31 
5.38 
1.38 
1.39 
6.66 
6.22 
4.90 
6.2*7 
7.79 
6.72 
7.17 
7.17 
7.61 
6.07 
5.47 
4.18 
5.55 
5.80 
7.21 
6.37 
7.43 
7.33 
6.73 
5.59 
4.56 
4.00 
5.40 
5.62 
6.73 
6.23 
7.56 
6.33 
6.27 
7.36 
6.76 



0.89 
1.04 
0.01 
0.01 
0.10 
0.02 
0.02 
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55 assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name H 
assign (segid 3A4 and resld 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
60 assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resld 384 and name 
assign (segid 3A4 and resid 384 and name 
65 assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
70 assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
75 assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 3U4 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
80 assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 3B4 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 384 and name C > 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CD2) 



(segid 3A4 and resid 384 and name CG 
(segid 3A4 and resid 384 and name O 
(segid 3A4 and resid 385 and name C 
(segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name 0 
(segid 3A4 and resid 386 and name CA 
(segid 3A4 and resid 386 and name N ) 
(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB 
segid 3A4 and resid 391 and name C 
segid 3A4 and resid 391 and name CA 
(segid 3A4 and resid 391 and name CB 
segid 3A4 and resid 391 and name H 
segid 3A4 and resid 391 and name 0 
segid 3A4 and resid 394 and name CB ) 



I segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid nEM and resid 
(segid HEM and resid 



and name CIA) 
and name C1B) 
and name C2A) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C4A) 



B3 
17 
82 
.80 
.07 
.29 
5.44 
5.59 
5.92 
6.23 
4.89 
6.46 
6.31 
4.89 
6.20 
5.95 
5.35 
7.20 
7.70 
2.45 
1.46 
2.46 
3.61 
3.90 
3.10 
3.S8 
4.76 
4.11 
2.67 
4.43 
7.06 
6.07 
7.19 
7.10 
7.25 
7.70 
6.62 
5.61 
6.19 
7.66 
6.84 
6.74 
5.48 
6.15 
5.57 
5.19 
6.63 
5.26 



22 
0.10 
0.10 
0.13 
0.28 
0.09 
0.08 
0.04 
0.04 
0.10 
0.24 
0.10 
0.15 
0.13 
0.14 
0.21 
0.24 
0.20 
0.23 
0.16 
0.27 
0.24 
0.29 
0.26 
0.27 
0.22 
0.29 
0.14 
0.13 
0.14 
0.15 
0.13 
0.13 
0.12 
0.13 
0.13 
0.08 
0.30 
0.17 
0.15 
0-13 
0.15 
0.12 
0.11 
0.12 
0.12 
0.09 
0.04 
0.01 
0.03 
0.20 
0.21 
0.07 
0.04 
0.09 
0.06 
0.06 
0.13 
0.11 
0.08 
0.10 
0.14 
0.29 
0.07 
0.04 
0.07 
0.06 
0.16 
0.26 
0.15 
0.08 
0.19 
0.10 
0.13 
0.12 
0.10 



0.89 
1.03 
0.01 
0.02 
0.10 
0.02 
0.01 
0.21 
0.10 
0.10 
0.14 
0.29 
0.09 
0.09 
0.04 
0.05 
0.10 
0.24 
0.10 
0.16 
0.12 
0.13 
0.21 
0.25 
0.20 
0.24 
0.16 
0.26 
0.25 
0.29 
0.26 
0.28 
0.22 
0.29 
0.15 
0.13 
0.15 
0.15 
0.12 
0.12 
0.11 
0.14 
0.13 
0.09 
0.30 
0.16 
0.15 
0.13 
0.16 
0.13 
0.12 
0.12 
0.11 
0.09 
0.04 
0.01 
0.02 
0-19 
0.21 
0.06 
0.04 
0.10 
0.07 
0.06 
0.14 
0.11 
0.08 
0.10 
0.15 
0.29 
0.06 
0.05 
0.07 
0.07 
0.17 
0.26 
0.16 
0.07 
0.18 
0.10 
0.13 
0.12 
0-09 



541 



assxgn (segid 3A4 and resid 384 and name N 
assign (segxd 3A4 and res id 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
5 assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
assign (segid 3A4 and resid 384 and name N 
10 assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 



oa^Ayn ^cvjam -»« » • — — 

15 assign (segid 3A4 and resid 384 and name 
assign I segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign I segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
20 assign I segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
25 assign (seqid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
30 assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
35 assign (segid 3A4 and resid 3B4 and name 
assign (segid 3A4 and resid 384 and name 0 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name 0 
assign (segid 3A4 and resid 384 and name O 
40 assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
45 assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
50 assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 
assign (segid 3A4 and resid 384 and name O 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 



assign v -s«y ->■"-• -_w-— ~ w - 

assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 3B4 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
(segid 3A4 and resid 384 and name 
assiyii (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 384 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name C 
assign (segid 3A4 and resid 385 and name C 
assign (segid 3A4 and resid 385 and name C 
assign (segid 3A4 and resid 38b and name C 
assign (segid 3A4 and resid 385 and name C 
assign (segid 3A4 and resid 385 and name C 
assign (segid 3A4 and resid 385 and name C 
assign (segid 3A4 and resid 385 and name C 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
} 
) 
1 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 



and name C4B) 
and name CAA) 
and name CAB) 
and name CHB) 
and name CMA) 
and name CMB) 
and name FE ) 
and name HA ) 
and name NB ) 



(segid MEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 384 and name CB > 
(segid 3A4 and resid 384 and name CDl) 
(segid 3A4 and resid 384 and name CD2) 
(segid 3A4 and resid 384 and name CG ) 
(segid 3A4 and resid 385 and name C ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 385 and name N ) 
(segid 3A4 and resid 385 and name O ) 
(segid 3A4 and resid 386 and name C ) 
(segid 3A4 and resid 386 and name CA I 
(segid 3A4 and resid 386 and name N "' 
(segid 3A4 and resid 386 and name O 
(segid 3A4 and resid 387 and name C 
(segid 3A4 and resid 387 and name N 
(segid 3A4 and resid 387 and name O 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 



7.12 

6.86 

7.48 

4.82 

4.69 

5.05 

7.36 

6.27 

6.50 

2.83 

4.98 

5.05 

4.21 

3.36 

2.77 

2.25 

3.68 

6.06 

5.26 

4.16 

6.41 

7.66 

6.67 

7.04 

5.34 

6.82 

7.28 



0.11 

0.26 

0.13 

0.05 

0.08 

0.11 

0.15 

0.11 

0.09 

0.06 

0.28 

0.22 

0.02 

0.11 

0.04 

0.02 

0.19 

0.18 

0.17 

0.11 

0.27 



lt-«yiu o.»s* - « 

(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 390 and name CA 
(segid 3A4 and resid 390 and name CB 
(segid 3A4 and resid 390 and name N 
(segid 3A4 and resid 390 and name O 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 
(segid 3A4 and resid 391 and name O ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name N ) 
(segid 3A4 and resid 393 and name N > 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid HEM and resid 
(segid HEM and res id 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 385 and name O ) 
(segid 3A4 and resid 386 and name C ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 386 and name N ) 
(segid 3A4 and resid 386 and name O ) 
(segid 3A4 and resid 387 and name C ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 387 and name N ) 
(segid 3A4 and resid 387 and name O ) 
(segid 3A4 and resid 388 and name M ) 
(segid 3A4 and resid 389 and name C ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name N > 
(segid 3A4 and resid 389 and name O ) 



1 

1 

1 

1 

1 

1 

1 

1 

1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 



and name CIA) 
and name C1B) 
and name C2A) 
and name C2B) 
and name C3A) 
and name C3B) 
and name C3D) 
and name C4A) 
and name C4B) 
and name C4D) 
and name CAA) 
and name CBA) 
and name CBO) 
and name CGA) 
and name CHA) 
and name CHB) 
and name CMA) 
and name CMB) 
and name FE ) 
and name HA ) 
and name NB ) 
and name ND ) 
and name OlA) 
and name 02A) 



41 
89 
72 
.64 
.13 
.89 
4.91 
4.99 
3.78 
3.49 
2.90 
5.17 
7.40 
6.12 
7.71 
7.01 
6.16 
7.11 
4.60 
5.73 
4.16 
6.59 
4.00 
7.45 
7.42 
4.34 
7.23 
6.31 
4.56 
4.98 
7.53 
5.75 
5.42 
4.86 
4.27 
6.85 
6.01 
4.72 
6.21 
6.64 
S.89 
6.47 
1.24 
3.67 
2.43 
1.34 
4.18 
6.39 
5.88 
4.55 
6.14 
7.43 
5.93 
7.05 
7.11 
5.96 



19 
36 
19 
14 
14 
0.21 
0.09 
0.17 
0.13 
0.18 
0.34 
0.13 
0.12 
0.09 
0.13 
0.17 
0.10 
0.10 
0.08 
0.10 
0.14 
0.15 
0.18 
0.08 
0.28 
0.18 
0.28 
0.15 
0.19 
0.17 
0.24 
0.16 
0.17 
0.25 
0.31 
0.78 
0.17 
0.77 
0.32 
0.12 
0.10 
0.15 
0.28 
0.21 
0.18 
0.24 
0.59 
1.18 
0.01 
0.03 
0.03 
0.02 
0.22 
0.06 
0.14 
0.18 
0.11 
0.06 
0.27 
0.28 
0.21 
0.35 



0.12 
0.26 
0.12 
0.05 
0.07 
0.10 
0.15 
0.11 
0.09 
0.05 
0.27 
0.22 
0.03 
0.11 
0.03 
0.01 
0.19 
0.18 
0.17 
0.11 
0.27 
0.19 
0.36 
0.20 
0.14 
0.15 
0.21 
0.08 
0.18 
0.13 
0.17 
0.33 
0.12 
0.11 
0.09 
0,12 
0.17 
0.10 
0.11 
0.09 
0.09 
0.13 
0.16 
0.19 
0.09 
0.28 
0.17 
0.28 
0.16 
0.19 
0.18 
0.25 
0.17 
0.17 
0.26 
0.32 
0.78 
0.17 
0.76 
0.33 
0.12 
0.10 
0.15 
0.29 
0.22 
0.17 
0.23 
0.60 
1.18 
0.00 
0.04 
0.03 
0,01 
0.22 
0.06 
0.11 
0.19 
0.12 
0.05 
0.28 
0.27 
0.22 
0.35 
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25 



30 



35 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



50 



55 



60 



65 



75 



(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(seg id 
(segid 
(segid 
(segid 
(segid 
(segid 
{^egid 
(segid 
(segid 



3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 



C 

c 
c 
c 
c 
c 
c 
c 
c 
c 



lesid 385 and name 
resid 3B5 and name 
res id 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name C 
resid 385 and name C 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name 
resid 385 and name CA ) 
resid 38S and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA > 
resid 385 and name CA ) 
resid 385 and name CA J 
resid 385 and name CA ) 
resid 385 and name CA } 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 3B5 and name CA J 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA J 
resid 385 and name CA ) 
resid 385 and name CA > 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA > 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
re3id 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name CA ) 
resid 385 and name N ) 
resid 385 and name N ) 
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3A4 
3A4 
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(segid 
(segid 
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(segid 
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(segid 
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(segid 
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(segid 
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3A4 and resid 390 and name C ) 
3A4 and resid 390 and name CA ) 
3A4 and resid 390 and name CB J 
3A4 and resid 390 and name N ) 
3A4 and resid 390 and name O ) 
3A4 and resid 391 and name C ) 
3A4 and resid 391 and name CA ) 
3A4 and resid 391 and name CB ) 
3A4 and resid 391 and name N > 
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HEM and resid 
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and resid 386 and name N ) 

3A4 and re3id 386 and name O ) 
3A4 and resid 387 and name C ) 
3A4 and resid 387 and name CA ) 
3A4 and resid 387 and name N ) 
3A4 and resid 387 and name O ) 
3A4 and lesid 388 and name CA ) 
3A4 and resid 388 and name CB ) 
3A4 and resid 389 and name C ) 
3A4 and resid 389 and name CA ) 
3A4 and resid 389 and name CB ) 
3A4 and resid 389 and name N ) 
3A4 and resid 389 and name O ) 
3A4 and resid 390 and name C ) 
3A4 and resid 390 and name CA ) 
3A4 and resid 390 and name CB ) 
3A4 and resid 390 and name N ) 
3A4 and resid 390 and name O ) 
3A4 and resid 391 and name C ) 
3A4 and resid 391 and name CA ) 
3A4 and resid 391 and name CB ) 
3A4 and resid 391 and name N ) 
3A4 and resid 392 and name CA ) 
3A4 and resid 392 and name CB ) 
3A4 and resid 393 and name CA ) 
3A4 and resid 394 and name CA ) 
3A4 and resid 394 and name CB ) 
3A4 and resid 395 and name CA ) 
3A4 and resid 396 and name CA ) 
3A4 and resid 396 and name CB ) 
3A4 and resid 397 and name CA ) 
3A4 and resid 397 and name CB ) 
3A4 and resid 398 and name CA ) 
3A4 and resid 398 and name CB ) 
3A4 and resid 399 and name CA ) 
3A4 and resid 399 and name CB > 
3A4 and resid 400 and name CA' ) 
3A4 and resid 400 and name CB ) 
3A4 and resid 401 and name CA ) 
3A4 and resid 402 and name CB ) 
3A4 and resid 431 and name CA ) 
3A4 and resid 433 and name CA ) v 
3A4 and resid 434 and name CA ) 
HEM and resid 1 
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HEM and resid 
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HEM and resid 
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27 
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04 
.91 
.97 
.96 
7.54 
5.71 
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6.46 

I. 51 
2.41 
4.82 
3.79 
2.42 
5.09 
7.31 
6.93 
5.72 
7.07 
9.00 
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5.91 
7.09 
7.16 
7.44 
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4.77 
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5.57 
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6.28 
6.16 
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9.90 
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14.13 
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0.19 
0.26 
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0.05 
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0.08 
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0.30 
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0.21 
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1.45 
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0.22 
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0.24 
0.28 
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assign (segid 3A4 and res id 385 and name N 
assign (segid 3A4 and xesid 385 and name N 
assign (segid 3A1 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and ce3id 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name M 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name M 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name » 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
assign (segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name N 
(segid 3A4 and resid 385 and name " 
(segid 3A4 and resid 385 and name 
(segid 3A4 and resid 385 and name 
aasiyn (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
(segid 3A4 and resid 385 and name 
(segid 3A4 and resid 385 and name 
(segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assxgn (seqid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name 
assign (segid 3A4 and resid 385 and name - 
assign Uegid 3A4 and resid 385 and name O 
assign (segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 3B5 and name O 
(segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 385 and name O 
a33iyn (segid 3A4 and resid 385 and name O 
assign (segid 3A4 and resid 385 and name O 
assign (segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 386 and name C 
(segid 3A4 and resid 386 and name C 
(segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name C 
assign (segid 3A4 and resid 386 and name 
assign (segid 3A4 and resid 386 and name 
assign (segid 3A4 and resid 386 and name 
assign (segid 3A4 and resid 386 and name 
assign (segid 3A4 and resid 386 and name 
assign (segid 3A4 and resid 386 and name 
assign (segid 3A4 and resid 386 and name 
assign (segid 3A4 and resid 386 and name 
as3ign (segid 3A4 and resid 386 and name 
assign (segid 3A4 and resid 386 and name 
a b sign (segid 3A4 and resid 386 and 
assign (segid 3A4 and resid 386 and 



(segid 3A4 and resid 385 and name O 
(segid 3A4 and resid 386 and name C 
(segid 3A4 and resid 386 and name CA 
(segid 3A4 and resid 386 and name N 
(segid 3A4 and resid 386 and name 0 
(segid 3A4 and resid 387 and name N 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 390 and name CA 
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4.85 
3.63 
6.36 
6.82 
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(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O > 
(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 
(segid 3A4 and resid 391 and name O ) 
(segid HEM and resid 1 and name CIA) 
(segid HEM and re3id 1 and name C1B) 
(segid HEM and resid 1 and name C2A) 
(segid HEM and resid 1 and name C2B) 
(segid HEM and resid 1 and name C3AJ 
(segid HEM and resid 1 and name C4A) 
(segid HEM and resid 1 and name CAA) 
(segid HEM and resid 1 and name CBA) 
(segid HEM and resid 1 and name CGA) 
(segid HEM and resid 1 and name CHA) 
(segid HEM and resid 1 and name CHB) 
(segid HEM and resid 1 and name CMA) 
(segid HEM and resid 1 and name CMB) 
(segid HEM and resid 1 and name NA > 
(segid HEM and resid 1 and name HB ) 
(segid HEM and resid 1 and name OlA) 
(segid HEM and resid 1 and name 02A) 
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assign 
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assign 
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(segid 3A4 and resid 386 and name C 
(segid 3A4 and resid 386 and name CA ) 



(segid 3A4 and resid 386 and name N 
(segid 3A4 and resid 3B6 and name O 
(segid 3A4 and resid 387 and name C 



lueijiu 

(segid 3A4 and resid 387 and name CA J 



1 and name C3A) 
1 and name C4A) 
1 and name CBA) 
1 and name CGA) 
1 and name CMA) 
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assign (segid 3A4 and resid 386 and name CA ) 



(segid 3A4 and resid 387 and name N 
(segid 3A4 and tesid 387 and name O 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name H ) 
(segid HEM and resid 1 and name C2A) 
(segid HEM and resid 
(segid HEM and resid 
I segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 386 and name O > 
(segid 3A4 and resid 387 and name C ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 387 and name N ) 
(segid 3A4 and resid 387 and name O ) 
(segid 3A4 and resid 388 and name C ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 38B and name CB ) 
(segid 3A4 and xesid 388 and name N ) 
(segid 3A4 and resid 388 and name O ) 
(segid 3A4 and resid 389 and name C ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name N ) 
(segid 3A4 and xesid 389 and name 0 ) 
(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N "* 
(segid 3A4 and resid 390 and name O 
(segid 3A4 and resid 391 and name N 
(segid 3A4 and resid 386 and name C 
(segid 3A4 and resid 386 and name O 
(segid 3A4 and resid 387 and name C 



27 
62 
32 
96 
22 
,96 
.50 
.09 
.37 
5.84 
6.40 
4.92 
7.03 
4.39 
5.09 
5.09 
5.41 
5.96 
6.89 
5.33 
3.83 
6.80 
5.94 
7.27 
5.99 
6.64 
4.17 
2.7S 
2.25 
4.85 
6.88 
6.32 
4.91 
6.53 
6.81 
6.89 
6.12 
5.14 
4.86 
6.05 



0.06 
0.05 
0.04 
0.02 
0.27 
0.26 
0.21 
0.24 
0.15 
0.18 
0.28 
0.17 
0.14 
0.08 
0.10 
0.13 
0.10 
O.10 
0.26 
0.17 
0.30 
0.16 
0.22 
0.17 
0.38 
0.57 
0.62 
0.30 
0.13 
0.14 
0.15 
0.19 
0.16 
0.66 
1.03 
0.10 
0.05 
0.01 
0.09 
0.16 
0.15 
0.16 
0.17 
0.25 
0.30 
0.14 
0.20 
0.32 
0.20 
0.16 
0.09 
0.12 
0.08 
0.27 
0.15 
0.06 
0.67 
0.74 
0.13 
0.00 
0.10 
0.02 
0.01 
0.18 
0.26 
0.15 
0.11 
0.14 
0.27 
0.39 
0.39 
0.45 
0.34 
0.45 
0.23 
0.25 
0.31 
0.29 
0.30 
0.16 
0.01 
0.02 
0.06 



0.06 
0.04 
0.05 
0.03 
0.27 
0.25 
0.20 
0.24 
0.14 
0.18 
0.29 
0.17 
0.14 
0.08 
0.11 
0.14 
0.10 
0.10 
0.27 
0.17 
0.30 
0.15 
0.21 
0.16 
0.38 
0.56 
0.62 
0.30 
0.14 
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.11 
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.14 
.39 
.23 
3.23 
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1.33 
3.46 
5.64 
5.45 
6.64 
4.26 
6.65 
5.25 
5.69 
6.11 
5.03 
5.98 
6.16 
4.66 
4.37 
4.53 
6.93 
6.79 
1.52 
2.39 
4.58 
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,66 
1.03 
0.10 
0.05 
0.01 
0.10 
0.16 
0.14 
0.15 
0.17 
0.25 
0.29 
0.15 
0.19 
0.32 
0.21 
0.17 
0.09 
0.11 
0.09 
0.27 
0.16 
0.06 
0.68 
0.74 
0.13 
0.00 
0.10 
0.02 
0.00 
0.17 
0.26 
0.15 
0.11 
0.13 
0.27 
0.39 
0.40 
0.45 
0.33 
0.44 
0.24 
0.25 
0.31 
0.29 
0.30 
0.16 
0.02 
0.02 
0.06 



544 



10 



15 



20 



25 



35 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
40 assign 
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45 assign 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{ segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
I segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and cesid 
and resid 
and resid 
and resid 
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0.55 
0.01 
0.02 
0.06 
0.03 
0.02 
0.03 
0.02 
0.08 
0.27 
0.21 
0.30 
0.17 



0.65 
0.60 
0.40 
0.01 
0.03 
0.01 
0.03 
0.01 
0.11 
0.09 
0.06 
0.14 
0.09 
0.14 
0.14 



38 
.28 
.28 
.26 
.22 
.29 
0.28 
0.17 
0.03 
0.07 
0.02 
0.27 
0.21 
0.19 
0.16 
0.16 
0.20 
0.20 
0.16 
0.14 



12 
13 
08 
21 
,12 
.00 
0.01 
0.05 
0.01 
0.03 
0.01 
0.07 
0.26 
0.22 
0.30 
0.18 
0.34 
0.26 
0.26 
0.23 
0.23 
0.29 
0.25 
0.23 
0.41 
0.39 
0.40 
0.55 
0.58 
0.68 
0.57 
0.58 
0.41 
0.37 
0.50 
0.56 
0.02 
0.02 
0.05 
0.04 
0.02 
0.04 
0.02 
0.09 
0.28 
0.22 
0.29 
0.16 
0.37 
0.27 
0.28 
0.27 
0.22 
0.29 
0.29 
0.17 
0.03 
0.08 
0.03 
0.27 
0.20 
0.20 
0.17 
0.16 
0.19 
0.21 
0.16 
0.13 
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) 

) 

> 

) 

) 

) 

} 

) 

) 

> 

) 

) 

) 

» 

> 

) 

) 

) 

) 

) 

> 

) 



assign {segxd 3A4 and resid 387 and name 0 
assign (segid 3A4 and tesid 387 and name O 
assign (segid 3A4 and resid 387 and name O 
assign (segid 3A4 and resid 387 and name O 
5 assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
10 assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
15 assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
20 assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name C 
assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA ) 
25 assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA > 
assign (segid 3A4 and resid 388 and name CA 
30 assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and/ name CA 
assign (segid 3A4 and rosid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA 
35 assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA ) 
40 assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA ) 
45 assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA 
assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA ) 
50 assign (segid 3A4 and resid 388 and name CA J 
assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CA ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 38 8 and name CB ) 
55 assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
60 assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
65 assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
70 assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 
assign (segid 3A4 and resid 388 and name CB ) 



assign ueyiu m\h auu — ~~ - — - 

75 assign (segid 3A4 and resid 388 and name N 
assign (segid 3A4 and resid 388 and name N 
assign (seqid 3A4 and resid 388 and name N 
assign (segid 3A4 and resid 388 and name W 
assign (segid 3A4 and resid 388 and name H 
80 assign (segid 3*4 and resid 388 and name N 
assign (segid 3A4 and resid 388 and name » 
assign (segid 3A4 and resid 388 and name N 
assign (segid 3A4 and resid 388 and name N 



(segid 3A4 and resid 390 and name H ) 
(segid 3A4 and resid 390 and name 0 ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and res, id 391 and name N ) 
(3egid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 388 and name O ) 
(segid 3A4 and resid 389 and name C J 
(segid 3A4 and xesid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name H ) 
(segid 3A4 and resid 389 and name O ) 
(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name N ) 
(segid HEM and resid 1 and name CBD) 
(segid HEM and resid 1 and name CGD) 
(segid HEM and resid 1 and name 01D) 
(segid HEM and resid 1 and name 02D) 
(segid 3A4 and resid 388 and name C ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 388 and name O ) 
(segid 3A4 and resid 389 and name C ) 
(segid 3A4 and resid 389 and name CA > 
(segid 3A4 and resid 3B9 and name CB ) 
(segid 3A4 and resid 389 and name N > 
(segid 3A4 and resid 389 and name O > 
(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA J 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid HEM and resid 1 and name CGD) 
(segid HEM and resid 1 and name OlD) 
(segid 3A4 and resid 389 and name C ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB > 
(segid 3A4 and resid 389 and name N > 
(segid 3A4 and resid 389 and name O ) 
(segid 3A4 and resid 390 and name CA ) 
(3egid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 397 and name CB ) 
(segid HEM and resid 1 and name OlD) 
(segid 3A4 and resid 388 and name C 
(segid 3A4 and resid 388 and name CA 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 388 and name 0 ) 
(segid 3A4 and resid 389 and name C ) 
(segid 3A4 and resid 389 and name CA > 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name N ) 
(segid 3A4 and resid 389 and name O ) 



3.36 
5.42 
7.59 
6.31 
2.50 
1.23 
3.35 
2.44 
3.60 
1.33 
4.52 
5.42 
4.70 
5.03 
3.33 
5.12 
7.67 
6.68 
6.42 
5.58 
5.17 
b.69 
1.52 
1.54 
2.39 
4.62 
3.81 
4.77 
2.43 
5.83 
6.50 
5.58 
5.57 
4.34 
6.29 
6.83 
10.13 
7.75 
9.69 
9.86 
13.20 
13.16 
12.15 
15-55 
17.76 
17.59 
17.94 
16.90 
19.03 
18.34 
7.06 
6.60 
5.74 
4.62 
5.30 
3.34 
6.89 
7.00 
7.07 
5.69 
7.55 
10.11 
11.46 
10.76 
10.77 
14.36 
14.55 
13.57 
16.87 
19.00 
18.76 
19.27 
18.25 
6.99 
2.46 
1.46 
2.47 
3.57 
1.75 
4.14 
4.90 
2.72 
5.94 



0.20 
0.28 
0.20 
0.18 
0.03 
0.01 
0.04 
0.02 
0.05 
0.01 
0.05 
0.09 
0.06 
0.07 
0.05 
0.18 
0.09 
0.08 
0.29 
0.30 
0.27 
0.64 
0.01 
0.02 
0.01 
0.05 
0.02 
0.04 
0.03 
O.04 
0.13 
0.09 
0.10 
0.07 
0.22 
0.15 
0.12 
0.12 
0.47 
0.46 
0.42 
0.50 
0.55 
0.64 
0.58 
0.62 
0.39 
0.33 
0.46 
0.52 
0.31 
0.28 
0.09 
0.12 
0.14 
0.13 
0.11 
0.09 
0.07 
0.08 
0.18 
0.10 
0.08 
0.45 
0.47 
0.40 
0.49 
0.54 
0.65 
0.59 
0.63 
0.36 
0.31 
0.31 
0.07 
0.01 
0.01 
0.05 
0.17 
0.15 
0.20 
0.15 
0.20 



0.20 
0.29 
0.21 
0.18 
0.04 
0.01 
0.04 
0.03 
0.05 
0.02 
0.05 
0.09 
0.07 
0.07 
0.06 
0.17 
0.10 
0.08 
0.28 
0.31 
0.26 
0.64 
0.01 
0.02 
0.02 
0.05 
0.01 
0.05 
0.03 
0.04 
0.12 
0.09 
0.09 
0.07 
0.22 
0.15 
0.13 
0.11 
0.46 
0.46 
0.41 
0.51 
0.55 
0.63 
0.58 
0.62 
0.39 
0.34 
0.46 
0.52 
0.32 
0.28 
0.09 
0.12 
0.14 
0.13 
0.10 
0.09 
0.08 
0.08 
0.19 
0.10 
0.08 
0.46 
0.46 
0.40 
0.48 
0.54 
0.65 
0.58 
0.63 
0.37 
0.31 
0.32 
0.07 
0.01 
0.01 
0.06 
0.17 
0.16 
0.20 
0.15 
0.20 
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assign (segid 3A4 and resid 388 and name N 
assign (segid 3A4 and resxd 388 and name N 
assign (segxd 3A4 and resxd 388 and name N 
assign (segxd 3A4 and resxd 388 and name N 
5 assxgn (segld 3A4 and resxd 388 and name N 
assign (segid 3A4 and resid 388 and name N 
assxgn (segid 3A4 and resxd 388 and name O 
assxgn (segxd 3A4 and resid 388 and name 0 
assxgn (segxd 3A4 and resid 388 and name O 
10 assxgn (segxd 3A4 and resxd 388 and name O 
assxgn (segid 3A4 and resid 388 and name O 
assign (segid 3A4 and resid 388 and name O 
assign (segxd 3A4 and resxd 388 and name O 
assign (segxd 3A4 and resid 388 and name O 
15 assxgn (segxd 3A4 and resid 388 and name O 
assxgn (segxd 3A4 and resxd 388 and name O 
assign (segxd 3A4 and resid 388 and name 0 
assign (segxd 3A4 and resxd 388 and name 0 
asbign (segid 3A4 and resxd 388 and name O 
20 assxgn (segid 3A4 and resid 388 and name O 
assxgn (segxd 3A4 and resid 388 and name O 



25 



30 



35 



40 



45 



50 



55 



assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assign 
assxgn 
assign 
assign 



assxgn 
assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 



60 



aSSXgn ^aeyiu emv* 

assxgn (segxd 3A4 and resid 388 and name 
assxgn (segxd 3A4 and resxd 388 and name 
assign (segid 3A4 and resxd 388 and name 
assxgn (segxd 3A4 and resxd 389 and name 
(segid 3A4 and resid 389 and name 
(segid 3A4 and resid 389 and name 
(segid 3A4 and resid 389 and name 
(segid 3A4 and resid 389 and name 
(segxd 3A4 and resid 389 and name 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name C 
(segid 3A4 and resid 389 and name C 
assign (segxd 3A4 and resxd 389 and name C 
assxgn (segid 3A4 and resid 389 and name C< 
assxgn (segid 3A4 and resxd 389 and name C 
(segxd 3A4 and resxd 389 and name 
(segxd 3A4 and resid 389 and name 
(segid 3A4 and resid 389 and name 
( segid 3A4 and resxd 389 and name 
(segid 3A4 and resid 389 and name 
(segxd 3A4 and resxd 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segxd 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segxd 3A4 and resid 389 and name C 
assxgn (segxd 3A4 and resid 389 and name C 
assxgn (segid 3A4 and resid 389 and name 
assxgn (segid 3A4 and resid 389 and name 
assign (segxd 3A4 and resid 389 and name 
assign <segid 3A4 and resid 389 and name 
assign tsegid 3A4 and resxd 389 and name 
assign (segid 3A4 and resxd 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 



(segid 3A4 and resid 390 and name C ) 
(segxd 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid HEM and resid 1 and name OlD) 
(segid 3A4 and resxd 388 and name CB ) 
(segid 3A4 and resxd 389 and name C ) 
(segid 3A4 and resid 389 and name CA ) 
(segxd 3A4 and resxd 3B9 and name CB ) 
(segxd 3A4 and resid 389 and name N ) 
(segid 3A4 and resid 389 and name O ) 
(segid 3A4 and resxd 390 and name C > 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resxd 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name C > 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name N > 
(segid HEM and resid 1 and name CBD) 
(segxd HEM and resid 1 and name CGD) 
(segid HEM and resid 1 and name 010) 
(segxd HEM and resid 1 and name 020) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name O ) 
(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segxd 3A4 and resid 390 and name N ) 
(segxd 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 
(segid 3A4 and resid 391 and name O ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segxd 3A4 and resid 392 and name N ) 



assign *»«yxv* — - - \ 

assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
65 assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assxgn (segid 3A4 and resxd 389 and name CA > 
70 assign (segxd 3A4 and resid 389 and name CA ) 
assign (segxd 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segxd 3A4 and resid 389 and name CA ) 
75 assxgn (segxd 3A4 and resid 389 and name CA ) 
assxgn (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assxgn (segid 3A4 and resid 389 and nama CA ) 
80 assign (segxd 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 
assign (segid 3A4 and resid 389 and name CA ) 



1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 



and name CIA) 
and name C2A) 
and name C2D) 
and name C3A) 
and name C3D) 
and name C4A) 
and name C4D) 
and name CAA) 
and name CAD) 
and name CBA) 
and name CBD) 
and name CGA) 
and name CGD) 
and name CHA) 
and name CMA) 
and name NA ) 
and name NO ) 
and name OlA) 
and name OlD) 
and name 02A) 
and name 02 D) 



(segxd HEM and resid 
(segxd HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
(segid HEM and resid 
(segid HEM and resid 
(segxd HEM and resid 
(segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segxd HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 389 and name C ) 
(segid 3A4 and resid 389 and name CB ) 
(segxd 3A4 and resid 389 and name O ) 
(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resxd 390 and name N ) 
(segid 3A4 and resxd 390 and name O ) 
(segid 3A4 and resxd 391 and name C ) 
(segid 3A4 and resxd 391 and name CA ) 
(segid 3A4 and resxd 391 and name CB ) 
(segxd 3A4 and resxd 391 and name H * 
(segid 3A4 and resxd 391 and name O 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 392 and name N 
(segxd 3A4 and resid 393 and name CA 
(segid 3A4 and resxd 394 and name CA 
(segxd 3A4 and resid 394 and name CB 
(segid 3A4 and resid 395 and name CA ) 
(sejid 3A4 and resxd 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 



6.63 
5.45 
5.35 
4.34 
6.68 
7.51 
3.12 
3.59 
2.78 
4.07 
2. 25 
4.64 
5.31 
4.92 
5.27 
3.63 
4.74 
7.39 
7.41 
6.60 
5.81 
4.98 
4.45 
5.22 
2.51 
1.24 
2.93 
2.44 
3.69 
1.32 
3.04 
5.58 
4.93 
6.17 
3.94 
6.14 
6.91 
7.22 
5.90 
5.79 
5.67 
7.30 
6.71 
6.15 
7.37 
6.05 
4.94 
5.47 
4.89 
4.47 
4.64 
4.25 
5.34 
7.41 
6.89 
7.15 



0.19 
0.17 
0.15 
0.16 
0.26 
0.23 
0.05 
0.11 
0.04 
0.07 
0.01 
0.14 
0.17 
0.16 
0.18 
0.13 
0.21 
0.23 
0.19 
0.19 
0.37 
0.37 
0.37 
0.76 
O.OO 
0.01 
0.07 
0.03 
0.04 
0.01 
0.10 
0.12 
0.17 
0.19 
0.18 
0.24 
0.17 
0.16 
0.20 
0.29 
0.30 
0.25 
0.24 
0.26 
0.20 
0.27 
0.38 
0.27 
0.66 
0.19 
0.69 
0.17 
0.35 
0.20 
0.24 
0.23 
0.35 
0.28 
1.07 
0.34 
0.00 
0.02 
0.01 
0.05 
0.04 
0.06 
0.04 
0.13 
0.10 
0.15 
0.17 
0.16 
0.29 
0.16 
0.15 
0.17 
0.14 
0.17 
0.22 
0.25 
0.23 
0.36 
0.17 



48 
40 

,07 

.44 

.53 

.53 
2.40 
4.35 
3.83 
4.86 
2.46 
4.21 
6.83 
6.32 
7.61 
5.42 
7.41 
7.83 
7.90 

6.97 
11.05 
11.47 
10.73 
11.42 
16.03 
15.71 
15.77 



0.18 
0.18 
0.14 
0.17 
0.26 
0.23 
0.05 
0.12 
O.05 
0.06 
0.01 
0.14 
0.18 
0.15 
0.19 
0.13 
0.22 
0.22 
0.19 
0.18 
0.36 
0.38 
0.37 
0.75 
0.01 
0.01 
0.06 
0.02 
0.03 
0.02 
0.11 
0.12 
0.18 
0.19 
0.18 
0.24 
0.17 
0.16 
0.19 
0.30 
0.29 
0.26 
0.25 
0.26 
0.20 
0.26 
0.38 
0.27 
0.66 
0.20 
0.68 
0.17 
0.35 
0.20 
0.23 
0.23 
0.35 
0.29 
1.07 
0.34 
0.01 
0.01 
0.01 
0.05 
0.04 
0.05 
0.05 
0.12 
0.10 
0.14 
0.18 
0.15 
0.29 
0.16 
0.16 
0.17 
0.15 
0.17 
0.21 
0.25 
0.22 
0.36 
0.18 



548 



10 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



15 



20 



25 



30 



(segld » an* re*xd 389 and name CA , 3A4 an. resxd 397 and name CB , 11.62 

(segid 3A4 and resxd 389 and name « segxd » ^ CB , M „ 

S ™ an- S.tS 389 anS name S ! S HEM and reaxd 1 and name CIA, 6.92 

segxd 3A4 and reaid 389 and name CA ) (segxd HEM and leaxd 

se|xd 3A4 and reald 389 and name CA ) segxd and resxd 

,, t !. d a&i an d resid 389 and name CA ) (segxd HEM ana re8xa 

seaxa 3A4 ana rlsxd 389 and name CA ) (aegxd HEM and renxd 

segxd 3A4 ana reaxd 389 and nama CA > (segxd HEM and reaxd 

seaxd 3A4 and reaxd 389 and name CA ) (segxd HEM and reaxd 

^ s!?id 3A4 !nd rlsid 389 and name CA ) (segxd HEM and reaxd 

«»t™ seatd 3A4 anS tesxd 389 and nama CA ) (segxd HEM and reaxd 

till™ aeaxd 3M anS resxd 389 and name CA ) (segxd HEM and resxd 

assign Isegxd 3a1 anS resxd 389 and name CA , (segxd HEM and resxd 
assign (segxd 3A4 and resxd 389 and name CA J 
assign (segxd 3A4 and resxd 389 and name CA ) 
assign Isegxd 3A4 and resxd 389 and name CA ) 

assxgn (segxd 3A4 and resxd 389 and name CA — — ;~ Ia 39 5 ana name c ) 

assxgn (segxd 3A4 and resxd 389 and name CB segxa a ^ ^ ^ ( 

TsTZ S & and SSS 389 S S i Isegxd 3^4 and resxd 390 and name CB J 

(segid 3A4 and resid 389 and name CB J 
(segid 3A4 and tesxd 389 and name CB > 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name CB ) 
assign (segid 3A4 and resid 389 and name CB ) 
assign (segid 3A4 and resid 389 and name CB ) 
assign (segid 3A4 and resid 389 and name CB ) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



1 and name C2A) 
1 and name C3D) 
1 and name C4D) 
1 and name CAA) 
1 and name CAD) 
1 and name CBA) 
1 and name CBD) 
1 and name CGA) 
1 and name CGD) 
1 and name CHA) 
1 and name 01 A) 
1 and name 01D) 
1 and name 02A) 
1 and name 02D) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



tsegiu j/vi oiiu - 

(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 



6.78 
6.79 
6.94 
5.86 
5.81 
5.69 
4.75 
5.12 
4.02 
6.30 
4.84 
3.97 
5.39 
4.02 
5.38 
4.85 
6.00 
3.63 
5.38 
•7.09 
8.26 
6.25 
8.89 
8.88 
11.91 
12.40 
11.72 
15.53 
16.97 



35 



40 



45 



50 



assign (segid 3A4 and resid 389 ana name u> ™ — — - and name ^ , 

assign Kg SS S SS? £ S = 3 ! K£ « and resid 397 and name CA » 



assign (segid 3A4 and resid 389 and name CB 
assign (segid 3A4 and resid 389 and name CB 
assign (segid 3A4 and resid 389 and name CB 
assign (segid 3A4 and resid 389 and name CB ) 
assign (segid 3A4 and tesid 389 and name CB ) 
assign (segid 3A4 and resid 389 and name CB ) 
assign (segid 3A4 and resid 389 and name CB 
assign (segid 3A4 and resid 389 and name CB ) 
assign (segid 3A4 and resid 389 and name CB ) 
assign (segid 3A4 and resid 389 and name CB 
assign (segid 3A4 and resid 389 and name CB 
assign (segid 3A4 and resid 389 and name CB 
assign (segid 3A4 and resid 389 and name CB 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and namo CB ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name CB ) 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



and name CIA) 
and name C2A) 
and namo C3D) 
and name C4D) 
and name CAA) 
and name CAD) 
and name CBA) 
and name CBD) 
1 and name CGA) 
1 and name CGD) 
1 and name CHA) 
1 and name OlA) 
1 and name OlD) 
1 and name 02A) 
1 and name 02D) 



jacyxu 

(segid 3A4 and resid 389 and name H 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name H 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name H 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name H 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name N 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 389 and name 0 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 389 and namo O 
(segid 3A4 and resid 389 and name O 
(segid 3A4 and resid 389 and name O 



(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid HEM and resid 1 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 389 and name C ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 389 and name O ) 
(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and tesid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name N ) 
(segid HEM and resid 1 and name CAA) 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid HEM and resid 

(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB 
(segid 3A4 and resid 390 and name N ) 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and tesid 391 and name CA 
segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 



1 and name CAD) 
1 and name CBD) 
1 and name CGA) 
1 and name CGD) 
1 and name OlA) 
1 and name OlD) 
1 and name 02D) 



16.61 
16.48 
15.27 
18.26 
17.89 
6.88 
6.57 
6.96 
7.08 
5.42 
5.87 
5.13 
5.12 
4.32 
4.27 
6.30 
3.98 
4.37 
4.52 
3.97 
2.48 
1.45 
2.44 
3.60 
5.02 
4.19 
4.81 
2.75 
4.92 
7.64 
7.24 
6.19 
6.99 
7.19 
6.04 
6.05 
5.25 
5.66 
5.02 
5.25 
2.85 
2.80 
2.75 
4.22 
2.23 
3.03 
5.15 
4.30 
5.46 
3.49 



0.20 
0.20 
0.21 
0.35 
0.38 
0.30 
0.31 
0.48 
0.33 
0.62 
0.24 
0.61 
0.23 
0.40 
0.38 
0.27 
0.90 
0.41 
0.07 
0.04 
0.03 
0.04 
0.12 
0.25 
0.30 
0.24 
0.19 
0.20 
0.26 
0.18 
0.20 
0.22 
0.27 
0.42 
0.28 
0.31 
0.23 
0.21 
0.50 
0.53 
0.44 
0.46 
0.60 
0.43 
0.65 
0.33 
0.59 
0.30 
0.54 
0.45 
0.41 
0.77 
0.33 
0.04 
0.01 
0.03 
0.04 
0.08 
0.08 
0.08 
0.08 
0.16 
0.14 
0.08 
0.09 
0.50 
0.31 
0.22 
0.74 
0.24 
0.52 
0.23 
0.50 
0.03 
0.12 
0.03 
0.04 
0.03 
0.11 
0.30 
0.33 
0.32 
0.29 



0.20 
0.19 
0.20 
0.36 
0.38 
0.31 
0.30 
0.48 
0.33 
0.61 
0.23 
0.61 
0.22 
0.40 
0.38 
0.27 
0.90 
0.40 
0.06 
0.04 
0.04 
0.05 
0.11 
0.26 
0.31 
0.24 
0.20 
0.21 
0.26 
0.19 
0.21 
0.22 
0.27 
0.41 
0.29 
0.31 
0.23 
0.20 
0.51 
0.52 
0.44 
0.46 
0.59 
0.43 
0.65 
0.33 
0.60 
0.29 
0.53 
0.46 
0.41 
0.76 
0.34 
0.04 
0.02 
0.02 
0.04 
0.07 
0.08 
0.08 
0.08 
0.17 
0.15 
0.07 
0.08 
0.49 
0.32 
0.22 
0.74 
0.24 
0.52 
0.23 
0.50 
0.03 
0.13 
0.04 
0.05 
0.03 
0.11 
0.30 
0.33 
0.32 
0.30 
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assign (segid 3A4 and res id 389 and name O 
assign (segid 3A4 and resid 389 and name 0 
assign (segid 3A4 and resid 3B9 and name O 
assign (segid 3A4 and resid 389 and name O 
5 assign (segid 3A4 and resid 389 and name 0 
assign (segid 3A4 and resid 389 and name O 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
10 assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and lesid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
15 assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and tesid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
20 assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
25 assign {segid 3A4 and res»id 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 389 and name 
assign (segid 3A4 and resid 38 and name 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign 1 segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



O 
O 
O 
O 
O 
O 
O 
O 
0 

o 
o 
o 
o 
o 
o 
o 

0 
0 

o 

0 
0 

o 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
36 and name C 
38 and name C 
38 and name C 
38 and name C 
38 and name C 
38 and name C 
38 and name C 
38 and name C 
38 and name C 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 



) (segid 3A4 and resid 391 and name O ) 
) (segid 3A4 and resid 392 and name CA ) 
) (segid 3A4 and resid 392 and name CB ) 
) (segid 3A4 and resid 392 and name N ) 
) (segid HEM and resid 
} (segid HEM and resid 
j (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid hem and resid 
j (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and lesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 317 and name CA ) 



and name CIA) 
and name C1D) 
and name C2A) 
and name C2D) 
and name C3A) 
and name C3D) 
and name C4A) 
and name C4D) 
and name CAA) 
and name CAD) 
and name CBA) 
and name CBD) 
and name CGA) 
and name CGD) 
and name CHA) 
and name CHB) 
and name CMA) 
and name FE ) 
and name HA ) 
and name ND ) 
and name OlA) 
and name OlD) 
and name 02A) 



1 and name 02D) 



38 and name CB 

38 and name O 

39 and name C 
39 and name CA 
39 and name CB 
39 and name N 

39 and name O 

40 and name C 
40 and name CA 
40 and name CB 
40 and name M 

40 and name O 

41 and name C 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 

41 and name O ) 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 
42 and name N ) 
42 and name O ) 



38 ana name uh, j isey^w -«« -~ — - - - 
38 and name CA ) <segid 3A4 and resrd 319 and name CA 
. . , _i on a ->nH raairi 71 Q and name CB 



38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA } 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 



(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 327 and name CA ) 
(segid 3A4 and resid 327 and name CB ) 
(segid 3A4 and resid 328 and name CA ) 
(segid 3A4 and resid 328 and name CB ) 
(segid 3A4 and resid 329 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 332 and name CA 1 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA I 
(segid 3A4 and resid 336 and name CB > 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid -338 and name CB ) 



5.89 
6.59 
6.89 
5.43 
4.65 
6.86 
4.58 
6.40 
5.69 
5.19 
6.32 
4.97 
3.92 
4.62 
3.96 
3.86 
3.97 
3.92 
4.19 
7.58 
6.50 
7.00 
5.80 
6.11 
3.97 
4.31 
4.53 
4.12 
2.49 
1.23 
3.02 
2.44 
3.74 

I. 34 
3.80 
4.57 
4.55 
5.33 
3.38 
5.61 
4.80 
4.4b 
4.17 
3.80 
6.02 
6.05 
5.00 
4.59 
4.08 
7.20 

17.45 
17.50 
17.58 
17.57 
17.44 
13.67 
13.12 

II. 85 
14.86 
16.37 
14.24 
13.83 
17.17 
17.38 
17.39 
17.62 
16.20 
17.21 
12.91 
12.08 
11.26 
12.19 

7.56 
6.90 
7.43 
11.02 
11.22 
13.21 
14.62 
12.96 
11.78 
16.46 
17.57 



0.25 
0.34 
0.34 
0.37 
0.33 
0.39 
0.29 
0.40 
0.24 
0.38 
0.24 
0.38 
0.32 
0.35 
0.55 
0.32 
0.56 
0.25 
0.42 
0.23 
0.18 
0.40 
0.31 
0.37 
0.30 
0.39 
0.90 
0.22 
0.01 
0.01 
0.05 
0.00 
0.02 
0.01 
0.08 
0.08 
0.10 
0.12 
0.09 
0.05 
0.07 
0.10 
0.09 
0.13 
0.06 
0.03 
0.04 
0.06 
0.05 
0.02 
0.54 
0.55 
0.63 
0.90 
1.01 
0.98 
0.49 
0.46 
0.36 
0.33 
0.39 
0.34 
0.46 
0.53 
0.65 
0.70 
0.67 
0.72 
0.79 
0.72 
1.04 
1.12 
1.01 
0.96 
1.07 
0.92 
0.81 
0.71 
0.72 
0.59 
0.54 
0.54 
0.55 



0.26 
0.35 
0.35 
0.38 
0.34 
0.38 
0.29 
0.39 
0.24 
0.38 
0.24 
0.38 
0.33 
0.34 
0.55 
0.32 
0.56 
0.25 
0.41 
0.22 
0.18 
0.39 
0.30 
0.37 
0.29 
0.40 
0.90 
0.22 
0.02 
0.01 
0.06 
0.01 
0.02 
0.01 
0.07 
0.08 
0.11 



12 
10 
.05 
,06 
.10 
0.09 
0.14 
0.05 
0.02 
0.04 
0.05 
0.05 
0.02 
0.54 
0.56 
0.62 
0.89 
1.02 
0.97 
0.49 
0.47 
0.36 
0.34 
0.39 
0.33 
0.46 
0.54 
0.66 
0.70 
0.66 
0.72 
0.78 
0.71 
1.03 
1.12 
1.00 
0.96 



08 
91 
82 
.70 
.73 
0.59 
0.55 
0.54 
0.55 
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20 



25 



30 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
« w y.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign ( segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA > 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA J 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA > 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
36 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA > 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
36 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
36 and name CA ) 
38 and name CA ) 
36 and name CA ) 
36 and name CA ) 
38 and name CA ) 
36 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CA ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB J 
38 and name CB ) 
38 and name CB ) 



(segid 3A4 and resid 339 and name CA > 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) ----- 
(segid 3A4 and resid 343 and name CA ) 
( segid 3A4 and resid 343 and name CB ) 10.12 
(segid 3A4 and resid 344 and name CA ) 



17.18 
18.37 
15.85 
14.97 
14.69 



11.14 



(segio j/vi teoxu *ii •* ««« — - . -- - - 

(segid 3A4 and resid 344 and name CB > 12 .15 



V aoyiu - • - — — 

(segid 3A4 and resid 345 and name CA 

(segid 3A4 and resid 345 and name CB ) 

(segid 3A4 and resid 346 and name CA ) 

(segid 3A4 and*resid 346 and name CB > 

(segid 3A4 and resid 347 and name CA ) 10.85 

(segid 3A4 and resid 347 and name CB ) 11.88 

(segid 3A4 and resid 348 and name CA ) 



6.63 
8-31 
10.13 
10.33 



13.26 



isegia j/v* i.co*w • — - • — 

(segid 3A4 and resid 349 and name CA ) 11.01 



10.29 
9-.02 
8.47 
12.52 
13.67 



»ocy*u ~ 

(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB > 
(segid 3A4 and resid 351 and name CA ) 

(segid 3A4 and resid 352 and name CA ) 

(segid 3A4 and resid 352 and name CB ) 14.30 
(segid 3A4 and resid 353 and name CA ) 11.34 
(segid 3A4 and resid 353 and name CB > 10.00 
(segid 3A4 and resid 354 and name CA ) 14.15 
(segid 3A4 and resid 354 and name CB ) 14.87 
(segid 3A4 and resid 355 and name CA ) 12.68 
(segid 3A4 and resid 355 and name CB ) 11.54 
(segid 3A4 and resid 356 and name CA ) 10 ^ 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 

(segid 3A4 and resid 381 and name CA ) 

(segid 3A4 and resid 382 and name CA ) 12.17 
(segid 3A4 and resid 382 and name CB ) 10.73 
(segid 3A4 and resid 383 and name CA ) 15.24 
(segid 3A4 and resid 384 and name CA ) 16.41 
(segid 3A4 and resid 384 and name CB ) 17.37 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 16.46 
(segid 3A4 and resid 388 and name CB > 16.88 
(segid 3A4 and resid 389 and name CA > 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 38 and name C ) 
(segid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 3B and name O ) 

(segid 3A4 and resid 390 and name CA ) 

(segid 3A4 and resid 390 and name CB ) 16.38 
(segid 3A4 and resid 39 and name C ) 4.40 



12.66 
11.58 
15.63 
15.60 
17.88 
16.52 
13.49 



0.47 
0.44 
0.42 
0.44 
0.41 
0.33 
0.43 
0.21 
0.24 
0.48 
0.61 
0.52 
0.50 
0.60 
0.66 
0.55 
0.46 
0.55 
0.49 
0.62 
0.55 
0.47 
0.43 
0.57 
0.70 
0.65 
0.61 
1.10 
1.20 
0.97 
0.93 
0.84 
0.80 
0.62 
0.64 
0.57 
0.68 
0.68 
0.60 
0.67 
0.67 



0.47 
0.45 
0.42 
0.45 
0.40 
0.34 
0.44 
0-21 
0.24 
0.48 
0.61 



13.27 
12.04 
13.22 



16.69 
16.15 
1.52 
1.51 
2.40 
16.44 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



39 and name CA ) 
39 and name CB ) 
39 and name N ) 

39 and name O ) 

40 and name C ) 



40 and name CA ) 
40 and name CB ) 
40 and name N ) 

40 and name O ) 

41 and name C ) 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 

41 and name O ) 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 
42 and name N 



3.81 
4.87 
2.44 
5.25 
5.53 
5.53 
5.98 
4.46 
6.62 
5.66 
5.06 
4.36 
4.56 
6.84 
7.32 
6.14 
5.80 
5.14 
17.85 



80 
84 
13 
.16 
.26 
.84 
.76 
.00 
.01 
0.01 
0.84 
0.87 
0.07 
0.01 
0.02 
0.02 
0.08 
0.13 
0.14 



tsegiu jntv* a»«« -- ••- \ 

(segid 3A4 and resid 314 and name CA ) . 
(segid 3A4 and resid 314 and name CB ) 17.95 
(segid 3A4 and resid 317 and name CA ) 17.70 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 

(segid 3A4 and resid 323 and name CA ) 

(segid 3A4 and resid 323 and name CB > 11.90 
(segid 3A4 and resid 324 and name CA ) 14.68 
(segid 3A4 and resid 324 and name CB ) 
(sogid 3A4 and resid 325 and name CA ) 



17.62 
17.61 
13.50 
13.09 



16.20 
14.12 



16 
11 
10 
.09 
,12 
.12 
.16 
0.08 
0.07 
0.05 
0.09 
0.06 
0.43 
0.43 
0.50 
0.81 
0.94 
0.89 
0.50 
0.49 
0.42 
0.39 
0.44 



S3 
SO 
.60 
.65 
.54 
.46 
0.56 
0.49 
0.62 
0.54 
0.47 
0.44 
0.57 
0.70 
0.64 
0.62 
1.10 
1.20 
0.97 
0.94 
0.84 
0.80 
0.62 
0.64 
0.56 
0.68 
0.68 
0.60 
0.67 
0.66 
0.81 
0.85 
1.13 
1.16 
1.26 
0.84 
0.77 
0.01 
0.01 
0.01 
0.83 
0.87 
0.06 
0.01 
0.02 
0.01 
0.08 
0.12 
0.14 
0.17 
0.12 
0.10 
0.08 
0.13 
0.11 
0.16 
0.08 
0.06 
0.06 
0.10 
0.06 
0.42 
0.43 
0.50 
0.82 
0.93 
0.89 
0.50 
0.49 
0.42 
0.40 
0.43 



551 



10 



15 



20 



assign (segid 3A4 and resid 
assign {segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resad 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid JA4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



36 and name CO ) 
39 and name CO ) 
38 and name CO ) 
38 and name CO ) 
38 and name CO ) 
38 and name CO ) 
38 and name CO ) 
38 and name CO ) 
38 and name CB ) 
38 and name CB ) 
38 and name CO ) 
38 and name CO ) 
38 and name CO ) 
38 and name CO ) 
38 and name CB ) 
38 and name CO ) 
38 and name CB ) 
38 and name CO ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and name CO ) 
38 and name CB > 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB > 
38 and name CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and name CB ) 
38 and naroe CB > 
38 and name CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and name CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and name CB ) 
38 and naroe CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and naroe CB ) 
38 and name CB ) 
38 and name CB ) 



(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and naroe CB ) 
(segid 3A4 and resid 327 and name CA ) 
(segid 3A4 and resid 327 and naroe CB > 
(segid 3A4 and resid 328 and naroe CA ) 
(segid 3A4 and resid 328 and name CB ) 
(segid 3A4 and resid 329 and name CA > 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA > 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB } 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and naroe CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 34 4 and name CB ) 
(segid 3A4 and resid 34 5 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
[segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB 10.02 
(segid 3A4 and resid 354 and name CA ) 14.06 
(segid 3A4 and resid 354 and name CB ) 14.67 
(segid 3A4 and resid 355 and name CA ) 12.83 
(segid 3A4 and resid 355 and naroe CB ) 11.67 
(segid 3A4 and resid 356 and name CA ) 13.15 
(segid 3A4 and resid 356 and name CB ) 12.13 
(segid 3A4 and resid 357 and name CA ) 15.99 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 360 and naroe CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and iesid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA 5 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 39 and name C ) 



13.60 
17.24 
17.58 
17.37 
17.71 
15.97 
16.93 
12.79 
12.05 
10.98 
11.94 
7.25 
6.50 
7.00 
10.43 
10.31 
12.49 
13.91 
12.29 
11.19 
15.87 
16.90 
17.43 
17.96 
15.22 
14.28 
14.09 
10.59 
9.62 
10.56 
11.45 
8.35 
8.28 
9.75 
9.77 
10.96 
12.08 
13.13 
10.65 
9.77 
9.13 
8.76 
12.76 
13.59 
14.08 
11.26 



(segid 3A4 and resid 
(segid 3A4 and resid 
( segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
( segid 3A4 and resid 
(beg id 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



39 and name CA ) 
39 and naroe CB ) 



39 and name N 

39 and naroe O 

40 and name C 
40 and name CA 
40 and name CB 

40 and name N 

41 and name C 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 



15.94 
17.88 
16.46 
14.28 
12*95 
11.48 
15.81 
17.15 
18.19 
14.05 
13.11 
14.36 
17.54 
16.91 
17.38 
17.41 
5.44 
4.52 
5.39 
3.20 
6.24 
6.91 
6.90 
7.42 
5.71 
6.75 
6.35 
5.55 
5.96 



0.38 
0.50 
0.57 
0.71 
0.74 
0.71 
0.76 
0.81 
0.73 
1.10 
1.18 
1.10 
1.06 
1.13 
0.90 
0.88 
0.73 
0.74 
0.65 
0.61 
0.60 
0.61 
0.53 
0.47 
0.46 
0.47 
0.46 
0.40 
0.51 
0.20 
0.22 
0.40 
0.54 
0.51 
0.54 
0.51 
0.55 
0.48 
0.43 
0.54 
0.45 
0.60 
0.47 
0.43 
0.37 
0.56 
0.71 
0.62 
0.61 
1.09 
1.21 
0.93 
0.89 
0.79 
0.75 
0.58 
0.60 
0.49 
0.58 
0.58 
0.48 
0.56 
0.56 
0.71 
0.71 
1.07 
0.75 
0.69 
0.74 
0.79 
0.05 
0.04 
0.08 
0.04 
0.08 
0.11 
0.11 
0.14 
0.08 
0.13 
0.16 
0.18 
0.17 



0.37 
0.51 
0.57 
0.71 
0.74 
0.71 
0.77 
0.81 
0.73 
1.10 
1.19 
1.09 
1.06 
1.13 
0.90 
0.88 
0.73 
0.75 
0.66 
0.60 
0.61 
0.61 
0.52 
0.47 
0.46 
0.48 
0.45 
0.41 
0.52 
0.20 
0.23 
0.40 
0.54 
0.51 
0.53 
0.50 
0.55 
0.48 
0.43 
0.53 
0.45 
0.60 
0-48 
0.42 
0.38 
0.57 
0.71 
0.63 
0.60 
1.09 
1.22 
0.92 
0.89 
0.79 
0.74 
0.57 
0.60 
0.50 
0.57 
0.59 
0.47 
0.56 
0.56 
0.70 
0.72 
1.07 
0.75 
0.69 
0.75 
0.79 
0.04 
0.03 
0.08 
0.05 
0.07 
0.12 
0.10 
0.13 
0.09 
0.13 
0.17 
0.17 
0.18 



a* y a m i * » J .J "J* 



- n t? r r 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
dBaiy „ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
da:uy „ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 



38 and name CB 
38 and name CB 
38 and name CB 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name H 
38 and name N 
38 and name M 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 
38 and name N 



N 
O 
O 
O 
O 
O 

o 

i o 

o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 



50 



assign 
assign 
assign 
assign 



55 



60 



assign 
assign 
assign 



38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
38 and name 
390 and name C 
390 and name C 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name 
390 and name - 
390 and name C 
390 and name C 
390 and name C 
390 and name C 
390 and name C 
390 and name C 
390 and name C 
390 and name C 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
1 
) 
) 
) 
) 
1 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
} 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



42 and name CA 
42 and name CB 
42 and name N 
38 and name c 
38 and name CA 
38 and name CB 

38 and name O 

39 and name C 



39 and name CA ) 



39 and name CB 
39 and name N 

39 and name O 

40 and name C 
40 and name CA 
40 and name CB 
40 and name N 

40 and name O 

41 and name C 
41 and name CA 

.41 and name CB 
41 and name N 

41 and name O 
4 2 and name CA 

42 and name CB ) 
42 and name N ) 



C 
C 
C 
C 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid ~ 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 390 and name CB 
(segid 3A4 and resid 390 and name O ) 
(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA ) 



39 and name C ) 
39 and name CA ) 
39 and name CB ) 



39 and name N 

39 and name O 

40 and name C 
40 and name CA 
40 and name CB 
40 and name N 

40 and name O 

41 and name C 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 

41 and name O ) 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 
42 and name N ) 
42 and name O ) 



tsegia jai t»*« — - 

(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 391 and name N 
(segid 3A4 and resid 391 and name 0 
(segid 3A4 and resid 392 and name C 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 392 and name N 
(segid 3A4 and resid 392 and name 0 
(segid 3A4 and resid 393 and name C 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 393 and name N 
(segid 3A4 and resid 394 and name CA 
segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name K ) 



(segid HEM and resid 
I segid HEM and resid 
(segid HEM and resid 
I segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



) (segid HEM and resid 1 



and name CIA) 
and name C1B) 
and name C1D) 
and name C2A) 
and name C2D) 
and name C3A) 
and name C3D) 
and name C4A) 
and name C4D) 
and name CAA) 
and name CAD) 
_ and name CBA) 
1 and name CBD) 
] and name CGA) 
1 and name CGD) 
1 and name CHA) 
1 and name CHB) 
and name CHD) 



6.86 
6.24 
6.08 
2.4*7 
1.45 
2.43 
3.54 
4.71 
4.22 
4.98 
2.80 
5. 75 
5.71 
5.44 
5.55 
4.42 
6.90 
6.45 
5.60 
4.97 
4.86 
7.65 
•J. 23 
7.00 
6.10 
6.56 
3.24 
3.02 
2.77 
4.27 
2.26 
3.40 
4.21 
4.54 
5.53 
3.60 
5.07 
3.81 
3.76 
3.55 
3.39 
4.98 
4.97 
3.83 
3.49 
2.96 
6.09 
2.52 
1.23 
2.98 
2.44 
3.69 
1.34 
3.38 
5.93 
4.83 
5.68 
3.73 
6.75 
7.59 
7.46 
6.20 
7.21 
6.43 
6.70 
4.97 
7.67 
6.59 
5.23 
6.52 
5.94 
5.67 
6.11 
5.23 
5.28 
5.70 
5.54 
4.79 
6.00 
5.41 
4.79 
7.08 
7.60 



0.07 
0.07 
0.11 
0.03 
0.00 
0.02 
0.05 
0.04 
0.04 
0.04 
0.03 
0.04 
0.13 
0.12 
0.14 
0.09 
0.12 
0.13 
0.16 
0.18 
0.15 
0.13 
0.11 
0.11 
0.11 
0.80 
0.06 
0.05 
0.01 
0.01 
0.01 
0.07 
0.10 
0.12 
0.13 
0.11 
0.03 
0.12 
0.18 
0.19 
0.21 
0.10 
0.04 
0.04 
0.11 
0.07 
0.02 
0.02 
0.01 
0.04 
0.01 
0.01 
0.01 
0.18 
0.13 
0.07 
0.09 
0.11 
0.16 
0.17 
0.15 
0.11 
0.19 
0.20 
0.17 
0.19 
0.11 
0.16 
0.19 
0.18 
0.15 
0.19 
0.15 
0.20 
0.23 
0.22 
0.76 
0.14 
0.79 
0.09 
0.26 
0.17 
0.14 



0.06 
0.08 
0.10 
0.03 
0.00 
0.03 
0.04 
0.03 
0.03 
0.03 
0.04 
0.04 
0.12 
0.12 
0.15 
0.08 
0.11 
0.13 
0.15 
0.19 
0.15 
0.13 
0.12 
0.10 
0.11 
0.60 
0.05 
0.06 
0.01 
0.02 
0.00 
0.07 
0.11 
0.13 
0.13 
0-11 
0.03 
0.12 
0.17 
0.20 
0.20 
0.11 
0.04 
0.04 
0.11 
0.08 
0.03 
0.02 
0.01 
0.03 
0.02 
0.02 
0.00 
0.17 
0.12 
0.08 
0.08 
0.10 
0.16 
0.18 
0.14 
0.11 



18 
20 
17 
20 
.12 
0.16 
0.18 
0.18 
0.15 
0.20 
0.15 
0.19 
0.23 
0.21 
0.77 
0.15 
0.78 
0-09 
0.26 
0.17 
0.14 
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10 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



C 
C 
C 

c 
c 
c 



30 



35 



40 



45 



50 



55 



60 



65 



70 



assign (segid 3A4 and res id 390 and name C 
assign (segid 3A1 and resid 390 and name C 
assign (segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 390 and name C 
(segid 3A4 and resid 390 and name 
(segid 3A4 and resid 390 and name 
(segid 3A4 and resid 390 and name 
(segid 3A4 and resid 390 and name 
(segid 3A4 and resid 390 and name 
(segid 3A4 and resid 390 and name 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA > 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA > 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
aH3iy „ (segid 3A4 and resid 390 and name CA > 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA > 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid. 3 A4 and resid 390 and name CA ) 
assign (segid 3A4 and xesid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA > 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CA > 
(segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CA > 
assign (segid 3A4 and resid 390 and name CA ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 
assign (segid 3A4 and resid 390 and name CB ) 



1 and name CHA) 
1 and name CMD) 
1 and name FC ) 
1 and name NA ) 
1 and name NB ) 
1 and name NC ) 
1 and name ND ) 
1 and name 01A) 
1 and name OlD) 
1 and name 02 D) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 390 and name C ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 390 and name 0 ) 
(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 
(segid 3A4 and resid 391 and name O ) 
(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 392 and name N ) 
(segid 3A4 and resid 393 and name CA } 
(segid 3A4 and resid 393 and name N ) 
(segid 3A4 and resid 394 and name CA ] 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and tesid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 39*7 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and re3id 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 433 and name CA ) 



75 



80 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 391 and name C ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name N ) 
(segid 3A4 and resid 391 and name O > 
(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 392 and name N 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 396 and name CA 



_ and name CIA) 
1 and name C2A) 
1 and name C3A) 
and name C3D) 
and name C4A) 
and name C40) 
and name CAA) 
and name CAD) 
and name CBA) 
and name CBD) 
and name CGA) 
and name CGD) 
and name CHA) 
and name CHB) 
and name CMA) 
and name FE ) 
and name NA ) 
and name ND ) 
and name 01 A) 
1 and name OlD) 
1 and name Q2D) 



1 

1 

1 

1 

1 

1 

1 

1 

1 

1 

1 

1 

1 

1 

1 

1 



assign isegiu j*** o»u - — — - 

assian tseaid 3A4 and resid 390 and name CB ) isegia j«i emu . CB » 

assign ,e£d 5a1 and resid 390 and name CB , (segid 3A4 and resid 396 and name CB 

assign segid 3A4 and lesid 390 and name CB ) (segid 3A4 and resid 391 and name 

assign Isegid 3A4 and resid 390 and name CB , (segid 3A and resid 397 and name CB 

assign (segid 3A4 and resid 390 and name CB ) (segid 3A4 and resid 

assign (segid 3A4 and resid 390 and name CB ) (segid 3A4 and resid 398 and 

assign (segid 3A4 and tesid 390 and name CB ) (segid 3A4 and resid 399 and na 

assign (segid 3A4 and resid 390 and name CB > (segid 3A4 and resid 399 and name 

assign (segid 3A4 and resid 390 and name CB ) (segid 3A4 and resid 400 and name 



6.85 
7.57 
6.32 
5.58 
7.50 
7.65 
5.87 
6.07 
5.67 
5.97 
1.53 

I. 53 
2.40 
4.43 
3.81 
4.83 
2.44 
4.64 
7.37 
6.27 
7.08 
5.23 
8.91 
7.68 
8.28 
7.32 

II. 33 
13.37 
13.35 
12.85 
11.69 
14.02 
13.45 
16.81 
16.83 
18.07 
17.48 
18.19 
19.48 
18.77 

5.77 
5.65 
6.32 
6.86 
6.77 
6.40 
5.38 
6.68 
5.50 
5.74 
5.63 
6.04 
5.72 
7.73 
6.93 
7.52 
6.48 
7.16 
5.55 
6.21 
6.42 
4.92 
4.60 
5.48 
3.28 
4.76 
7.67 
6.67 
7.64 
5.84 
9.26 
8.19 
7.04 
10.95 
13.36 
13.47 
13.00 
11.91 
13.78 
13.07 
16.56 
16.58 
18.12 



0.17 
0.17 
0.16 
0.14 
0.12 
0.13 
0.17 
0.48 
0.25 
0.35 
0.01 
0.02 
0.02 
0.05 
0.01 
0.03 
0.02 
0.21 
0.12 
0.08 
0.09 
0.10 
0.14 
0.10 
0.20 
0.23 
0.25 
0.24 
0.35 
0.16 
0.16 
0.21 
0.22 
0.21 
0.26 
0.14 
0.18 
0.12 
0.21 
0.33 
0.21 
0.20 
0.13 
0.19 
0.12 
0.19 
0.28 
0.21 
0.86 
0.14 
0.92 
0.10 
0.26 
0.15 
0.14 
0.18 
0.13 
0.16 
0.60 
0.24 
0.38 
0.14 
0.11 
0.14 
0.13 
0.30 
0.17 
0.12 
0.12 
0 
0 
0 
0 



0.16 
0.18 
0.16 
0.14 
0.11 
0.12 
0.16 
0.47 
0.25 
0.35 
0.00 
0.01 
0.02 
0.05 
0.01 
0.02 
0.02 
0.21 
0.12 
0.07 
0.09 
0.10 
0.13 
0.11 
0.21 
0.23 
0.26 
0.24 
0.35 
0.17 
0.17 
0.20 
0.23 
0.22 
0.26 
0.15 
0.19 
0.12 
0.22 
0.33 
0.20 
0.20 
0.13 
0.20 
0.13 
0.18 
0.28 
0.22 
0.86 
0.14 
0.92 
0.10 
0.27 
0.15 
0.14 
0.17 
0.13 
0.15 
0.59 
0.25 
0.38 
0.14 
0.12 
0.13 
0.13 
0.30 
0.17 
0.11 
0.12 
0.12 
0.21 
0.33 
0.34 
0.35 
0.31 
0.37 
0.28 
0 
0 
0 
0 
0 
0 



11 
20 
33 
35 
0.36 
0.31 
0.36 
0.27 
0.26 
0.32 
0.34 
0.32 
0.36 
0.28 



26 
31 
34 

.32 
,36 
.28 
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assign (segxd 3A4 and resxd 390 and name CB , Uegid 3A4 and resid 400 and name CB , 
assign (segxd 3A4 and resxd 390 and name CB segid 3A4 ana res name CB ) 

assign (segxd 3A4 and resxd 390 and name CB .egxd 3A4 and rc^ & ^ 



10 



assign (segxd 3A4 and resxd 390 and name CB 
assign (segxd 3A4 and resxd 390 and name CB 
assign (segxd 3A4 and resxd 390 and name CB ) 
assign (segxd 3A4 and resxd 390 and name CB 
assign segxd 3A4 and resxd 390 and name CB 
assxgn isegxd 3A4 and resxd 390 and name CB 
assxgn (segxd 3A4 and resxd 390 and name CB 
assxgn (segxd 3A4 and resxd 390 and name CB 

° y ! ^ . . i ~< ^ onn anrt name CB 1 



(segid HEM and resxd 
(segxd hem and resxd 
(segxd HEM and resxd 
(gegxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 



'faxon iseSxd 5*1 anS rlsxd 3» and name Sb i isegxd HEM and resxd 

assxgn segxd ana resid 390 and name CB » (segxd HEM and resxd 

assxgn segxd 3A4 and resxd 390 and name CB 

assxgn (segxd 3A4 and resxd 390 and name H , 



15 assign iSg* 3M and rill* 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
assxgn (selxd 3A4 and resxd 390 and name N 
20 assign (segxd 3A4 and resxd 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
25 assign (segxd 3A4 and resxd 390 and name N 
assign (segxd 3A4 and resxd 390 and name N 
assign (segid 3A4 and resxd 390 and name N 
assign (segxd 3A4 and resxd 390 and name N 
assign (segxd 3A4 and resid 390 and name N 
30 assxgn (segxd 3A4 and resid 390 and name N 
assxgn (segxd 3A4 and resid 390 and name N 
assxgn (segxd 3A4 and resid 390 and name N 
assxgn segid 3A4 and resid 390 and name H 
assign (segxd 3A4 and resxd 390 and name N 
35 assxgn (segxd 3A4 and resxd 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
aswgn (seg\d 3A4 and resid 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
assxgn seg\d 3A4 and resid 390 and name N 
40 assxgn segxd 3A4 and resid 390 and name M 
assxgn (se^xd 3A4 and resid 390 and name N 
assxgn (segid 3A4 and resxd 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
assxgn (segxd 3A4 and resxd 390 and name N 
45 assxgn (segxd 3A4 and resid 390 and name N 
assxgn (segxd 3A4 and resid 390 and name o 
assxgn (segxd 3A4 and resid 390 and name O 
assxgn selxd 3A4 and resid 390 and name O 
assxgn (segxd 3A4 and resid 390 and name O 
50 assign (segxd 3A4 and resxd 390 and name O 
assign segxd 3A4 and resxd 390 and name O 
assign (segxd 3A4 and resid 390 and name O 
assign (segxd 3A4 and resid 390 and name O 
assxgn (segxd 3A4 and resid 390 and name O 
55 assign (segxd 3A4 and resxd 390 and name O 
assign (segxd 3A4 and resid 390 and name O 
assign (segxd 3A4 and resxd 390 and name O 
assign (segxd 3A4 and resxd 390 and name O 
assign (segxd 3A4 and resxd 390 and name O 
60 assxgn (segxd 3A4 and resxd 390 and name O 
assign (segxd 3A4 and resxd 390 and name O 
assign (segxd 3A4 and resid 390 and name O 
assign (segxd 3A4 and resxd 390 and name O 
assxgn (segxd 3A4 and resxd 390 and name O 
65 assign (segxd 3A4 and resxd 390 and name O 
assign (segxd 3A4 and resid 390 and name O 
assxgn (segxd 3A4 and resxd 390 and name O 
assxgn (segxd 3A4 and resxd 390 and name O 
assxgn isegxd 3A4 and resxd 390 and name O 
70 assxgn (segxd 3A4 and resxd 390 and name 0 
assxgn (segxd 3A4 and resxd 390 and name o 
assxgn (segid 3A4 and re3xd 390 and name O 
assign (segxd 3A4 and resxd 390 and name O 
assign (segxd 3A4 and resxd 390 and name 0 
75 assign (segxd 3A4 and resxd 390 and name O 
assxgn (segxd 3A4 and resxd 390 and name 0 
assxgn (segxd 3A4 and resid 390 and name 0 
assign (segxd 3A4 and resid 390 and name 0 
assxgn (segxd 3A4 and resxd 390 and name O 
80 assxgn (segxd 3A4 and resxd 390 and name O 
assxgn (segxd 3A4 and resxd 390 and name O 
assign (segid 3A4 and resid 390 and name 0 
assign (segid 3A4 and resid 390 and name 0 



(segxd HEM and resxd 
isegxd 3A4 and resid 390 and name C 
(segxd 3A4 and resid 390 and name CA 
(segxd 3A4 and resxd 390 and name CB 
(segxd 3A4 and resxd 390 and name O 
(segid 3A4 and resxd 391 and name C 
(segxd 3A4 and resxd 391 and name CA 
(segxd 3A4 and resxd 391 and name CB 
(segid 3A4 and resxd 391 and name N 



1 and name CIA) 
1 and name C2A) 
1 and name C3A) 
1 and name C4D) 
1 and name CAA) 
1 and name CBD) 
1 and name CGD) 
1 and name CHA) 
1 and name NA ) 
1 and name OlA) 
1 and name OlD) 
) 
) 
> 
) 
) 
) 
) 
) 



1 and name C2A) 
1 and name C3A) 
1 and name C3D) 
1 and name C4A) 
1 and name C4D) 
1 and name CAA) 
1 and name CAD) 
1 and name CBA) 
1 and name CBD) 
1 and name CGA) 
1 and name CGD) 
1 and name CHA) 
1 and name CMA) 
1 and name NA ) 
1 and name OlA) 
1 and name OlD) 
1 and name 02A) 
1 and name 02D) 



( segid 3A4 and resxd 391 and name O ) 
(segxd 3A4 and resxd 392 and name CA ) 
(segxd 3A4 and resxd 392 and name CB ) 
(segxd 3A4 and resxd 392 and name N ) 
(segxd HEM and resxd 1 and name CIA) 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resid 
(segid REM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd 3A4 and resxd 390 and name CB 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resxd 391 and name CA 1 
(segxd 3A4 and resxd 391 and name CB ) 
) (segxd 3A4 and resxd 391 and name N 
) (segxd 3A4 and resid 391 and name O ) 
) t segid 3A4 and resid 392 and name C ) 
) {segid 3A4 and resxd 392 and name CA 
(segxd 3A4 and resxd 392 and name CB 
isegxd 3A4 and resxd 392 and name N ) 
(segxd 3A4 and resxd 392 and name O 
) (segxd 3A4 and resxd 393 and name C ) 
segxd 3A4 and resxd 393 and name CA ) 
(segxd 3A4 and resxd 393 and name N ) 
) (segxd 3A4 and resxd 394 and name CA ) 
) (segxd 3A4 and resxd 394 and name CB 
) (segxd 3A4 and resxd 394 and name N ) 
) (segxd HEM and resxd 1 and name CIA) 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resid 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resid 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segid HEM and resid 
) (segxd HEM and resxd 
) (segxd HEM and resad 
) (segxd HEM and resid 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segid HEM and resid 
) (segid HEM and resid 



1 and name C1D) 
1 and name C2A) 
1 and name C2D) 
1 and name C3A) 
1 and name C3D) 
1 and name C4A) 
1 and name C4D) 
1 and name CAA) 
1 and name CAD) 
1 and name CBA) 
1 and name CBD) 
1 and name CGA) 
1 and name CGD) 
1 and name CHA) 
1 and name CHDJ 
1 and name CMD) 
1 and name FE ) 
1 and name NA ) 
1 and name NC ) 
1 and name ND ) 



17.65 
18.19 
19.12 
7.06 
6.94 
7.44 
7.68 
6.75 
6.99 
7.27 
7.10 
7.61 
6.81 
7.32 
2.41 
1.46 
2.42 
2.72 
5.28 
4.76 
5.95 
3.55 
5.61 
6.75 
7.29 
5.81 
6.30 
6.17 
1.04 
6.91 
7.62 
6.68 
5.60 
6.41 
5.59 
5.32 
5.41 
5.26 
6.02 
7.66 
7.23 
5.23 
5.32 
5.84 
5.5S 
3.20 
2.81 
2.78 
4.25 
2.24 
3.29 
5.37 
4.10 
4.75 
3.18 
6.17 
7.51 
7.17 
5.82 
7.43 
6.77 
6.73 
5.46 
6.30 
5.92 
6.05 
6.77 
5.30 
6.84 
5.15 
5.96 
5.21 
6.21 
4.10 
6.60 
4.70 
4.98 
7.30 
6.92 
6.59 
6.10 
7.70 
5.82 



0.33 
0.24 
0.32 
0.22 
0.22 
0.19 
0.19 
0.21 
0.17 
0.14 
0.26 
0.19 
0.68 
0.30 
0.03 
0.02 
0.03 
0.12 
0.09 
0.03 
0.05 
0.04 
0.29 
0.16 
0.17 
0.17 
0.23 
0.24 
0.16 
0.22 
0.11 
0.20 
0.34 
0.25 
0.16 
0.17 
0.84 
0.14 
0.30 
0.12 
0.14 
0.53 
0.23 
1.32 
0.42 
0.08 
0.05 
0.03 
0.03 
0.00 
0.19 
0.15 
0.11 
0.09 
0.13 
0.21 
0.18 
0.15 
0.13 
0.19 
0.22 
0.18 
0.23 
0.19 
0.23 
0.23 
0.20 
0.27 
0.19 
0.27 
0-27 
0.31 
0.64 
0.26 
0.70 
0.22 
0.30 
0.15 
0.21 
0.16 
0.18 
0.13 
0.20 



0.33 
0.24 
0.31 
0.22 
0.22 
0.20 
0.19 
0.28 
0.18 
0.13 
0.25 
0.19 
0.67 
0.31 
0.03 
0.01 
0.04 
0.11 
0.09 
0.02 
0.05 
0.04 
0.29 
0.17 
0.17 
0.16 
0.23 
0.23 
0.15 
0.21 

0.10 

0.20 
0.34 
0.24 
0.77 
0.18 
0.84 
0.14 
0.30 
0.12 
0.13 
0.52 
0.23 
1.33 
0.43 
0.08 
0.05 
0.03 
0.02 
0.01 
0.19 
0.1S 

0.11 

0.08 
0.13 
0.21 
0.19 
0.15 
0.13 
0.20 
0.22 
0.18 
0.23 
0.19 
0.24 
0.22 
O.20 
0.27 
0.20 
0.26 
0.28 
0.30 
0.64 
0.26 
0.70 
0.22 
0.30 
0.15 
0.20 
0.16 
0.18 
0.13 
0.20 
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assign (segid 3A4 and res id 390 and name 
assign (segid 3A4 and resid 390 and name 
assign (segid 3A4 and resid 390 and name 
assign (segid 3A4 and tesid 391 and name 
5 assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391, and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
10 assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
15 assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
20 assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
25 assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name C 
assign (segid 3A4 and resid 391 and name C 
assign (segid 3A4 and resid 391 and name C 
assign (segid 3A4 and resid 391 and name C 
assign (segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name 
(segid 3A4 and resid 391 and name 
(segid 3A4 and resid 391 and name 
(segid 3A4 and resid 391 and name 
(segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name 
(segid 3A4 and resid 391 and name 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name C 
(segid 3A4 and resid 391 and name C 
__^„ (segid 3A4 and resid 391 and name C 
55 assign (segid 3A4 and resid 391 and name C 
assign (segid 3A4 and resid 391 and name CA 
assign (segid 3A4 and resid 391 and name CA 
assign (segid 3A4 and resid 391 and name CA 



30 



35 



40 



45 



50 



o 
o 

0 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 

c 



(segid HEM and resid 1 and name OlA) 
(segid HEM and resid 1 and name 01 D) 
(segid HEM and resid 1 and name 02D> 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 391 and name O ) 
(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 392 and name N ) 
(segid 3A4 and resid 392 and name O > 
(segid 3A4 and resid 393 and name C ) 
(segid 3A4 and resid 393 and name CA > 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 



^ v...-— - ■>•»«.— — 

(segid 3A4 and resid 393 and name n 
(segid 3A4 and resid 393 and name O 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name CA 
(seqid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name N 
(segid 3A4 and resid 394 and name O 
(segid 3A4 and resid 395 and name N 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 

) (segid HEM and resid 

) (segid 3A4 and resid 391 and name C ) 
) (segid 3A4 and resid 391 and name CB ) 
) (segid 3A4 and resid 391 and name O ) 
(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 



) 
) 
) 
) 
) 
) 
) 
) 

and name CIA) 
. and name C1B) 
L and name C1C) 
L and name C1D) 
L and name C2A) 
L and name C2B) 
L and name C2C) 
1 and name C2D) 
1 and name C3A) 
1 and name C3B) 
1 and name C3C) 
1 and name C3D) 
1 and name C4A) 
1 and name C4B) 
1 and name C4C) 
1 and name C4D) 
1 and name CAA) 
1 and name CAC) 
1 and name CAD) 
1 and name CBA) 
1 and name CBD) 
1 and name CGD) 
and name CHA) 
and name CHB) 
and name CHC) 
and name CHD) 
and name CMA) 
and name CMD) 
and name FE ) 
and name NA ) 
and name nb ) 
and name NC ) 
and name ND ) 
and name OlD) 
and name 02D) 



0.45 
0.34 
0.47 
0.02 
0.01 
0.11 
0.02 
0.05 
0.01 
0.12 
0.19 
0.17 
0.14 
0.19 
0.08 
0.09 
0.05 
0.13 
0.09 
0.08 
0.08 
0.08 
0.16 
0.14 
0.06 
0.09 
0.19 
0.15 
0.06 
0.12 

o.n 

0.12 
0.08 
0.13 
0.15 
O.OB 
0-09 

o.n 

0.11 
0.65 
0.08 



1 
1 
1 
1 
1 



70 



75 



80 



jtih qiiu ^ — • 

(segid 3A4 and resid* 391 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA 1 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 

assign (segid 3A4 and resid 391 and name CA ) isegia jjj ™-- ~~~ ™ ~ Q ^ , 
assign (segid 3A4 and resid 391 and name CA segid 3A4 and resid 396 and name 
assign (segid 3A4 and resid 393 and name CA segid 3A4 and resid 397 and name 
assign (segid 3A4 and resid 391 and name CA ) (segid 3A4 and resid 397 ana name ^ 
assign (segid 3A4 and resid 391 and name CA ) (segid 3A4 and resid 398 and name CA 
assign (segid 3A4 and resid 391 and name CA ) segid 3A4 and resid 398 ana name 
assign (segid 3A4 and resid 391 and name CA ) segid 3A4 and resid 399 and name 
assign (segid 3A4 and resid 391 and name CA ) segid 3A and resid 399 and name ^ J 
assign (segid 3A4 and resid 391 and name CA ) (segid 3A9 8na 



\ sey iu 

(segid 3A4 and resid 392 and name N 
(segid 3A4 and resid 392 and name O 
(segid 3A4 and resid 393 and name C 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 393 and name N 
(segid 3A4 and resid 393 and name O 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name CA J 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name CA > 
(segid 3A4 and resid 395 and name N ) 
(segid 3A4 and resid 396 and name CA ) 



6.67 

4.85 
5.38 
2.47 
1.23 
3.10 
2.44 
3.69 
1.33 
4.04 
4.74 
4.50 
3.27 
5.93 
6.23 
4.88 
4.57 
4.02 
7.26 
6.46 
5.12 
6.71 
6.38 
4.94 
6.01 
7.74 
7.05 
5.27 
6.50 
7.79 
6.71 
5.03 
5.98 
6.82 
5.77 
4.58 
6.71 
7.45 
5.70 
7.20 
5.09 
6.28 
4.87 
6.66 
6.91 
5.55 
7.72 
6.24 
4.85 
5.12 
6.10 
5.54 
4.55 
6.60 
7.08 
1.51 

I. 53 
2.39 
4.43 
3.78 
4.81 
2.41 
5.45 
5.51 
5.39 
4.27 
6.61 
6.91 
5.43 
5.07 
4.77 
7.78 
8.83 
7.38 

10.10 
9.94 
9.48 
8.34 

II. 30 
11.05 
13.90 
13.88 
14.73 



0.46 
0.31 
0.47 
0.03 
0.01 
0.12 
Q.01 
0.06 
0.01 
0.12 
0.18 
0.17 
0.13 
0.19 
0.09 
0.10 
0.06 
0.13 
0.09 
0.09 
0.08 
0.08 
0.17 
0.14 
0.05 
0.09 
0.18 
0.14 
0.06 
0.12 
0.17 
0.12 
0.09 
0.13 
0.14 
0.08 
0.09 
0.16 
0.12 
0.65 
0.08 
0.10 
0.10 
0.11 
0.17 
0.14 
0.09 
0.17 
0.16 
0.07 
0.11 
0.15 
0.11 
0.33 
0.20 
0.01 
0.02 
0.01 
0.09 
0.02 
0.06 
0.02 
0.10 
0.16 
0.14 
0.10 
0.18 
0.10 
0.11 
0.08 
0.11 
0.11 
0.11 
O.IO 
0.19 
0.35 
0.13 
0.14 
0.13 
0.14 
0.12 
0.18 
0.11 



10 
11 
11 
.16 
.14 
.10 
.17 
0.16 
0.07 
0.12 
0.14 
0.11 
0.33 
0.20 
0.01 
0.02 
0.01 
0.08 
0.02 
0.07 
0.02 
0.10 
0.15 
0.14 
0.09 
0.19 
0.11 
0.10 
0.09 
0.10 
0.11 
0.12 
0.11 
0.19 
0.36 
0.13 
0.15 
0.13 
0.13 
0.12 
0.18 
0.11 



556 



(, G gxd 3A4 and re Sl d 391 ond name CA ) (segxd 3A« and resid 400 and name CB ) 14-01 
3A4 and reiid 391 and name CA ) (aegxd 3A4 and ceeid 402 and name CB 16.92 

ISIllllI Willi 

seqid 3A4 and resid 391 and name CA ) (segid HEM and resid 1 and name C1B 5.71 
segid 3A4 and resld 391 and name CA ) (segid HEM and resid 1 and name C1C) 6.24 

» . — • i~» * (segid HEM and resid 

{segid HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segid HEM and resxd 
(segid HEM and resxd 
(segxd HEM and resxd 

25 assxgn (segxd Znd resid" III and name CA ) (segxd HEM and resxd 
assign segxd 3A4 and resxd 391 and name CA ) (segxd HEM and resxd 
assign" (segxd 3A4 and resxd 391 and name CA ) (segxd HEM and resxd 
assxgn (segid 3A4 and resid 391 and name CA > 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assign (segxd 3A4 and resid 391 and name CA ) 
assxgn (segxd 3A4 and resid 391 and name CA ) 
assxgn (segxd 3A4 and resid 391 and name CA 



10 



15 



20 



assign 

assxgn 

assign 

assxgn 

assxgn 

assxgn 

assxgn 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



isegiu M\t - 

(segid 3A4 and resld 391 and name CA ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CA > 
(segid 3A4 and lesid 391 and name CA ) 
(segxd 3A4 and resxd 391 and name CA ) 
(segxd 3A4 and tesxd 391 and name CA ) 
isegid 3A4 and resid 391 and name CA ) 
[segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CA J 
(segid 3A4 and resid 391 and name CA ) 



30 



assign (segid 3A4 and resid 391 and name CA ) 
35 assign (segid 3A4 and resid 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assxgn (segxd 3A4 and resid 391 and name CA ) 
assxgn (segxd 3A4 and resld 391 and name CA ) 
assxgn (segxd 3A4 and resid 391 and name CA ) 
40 assign (segxd 3A4 and resxd 391 and name CA ) 
assign (segid 3A4 and resid 391 and name CA ) 
assxgn (segid 3A4 and resid 391 and name CA ) 
assxgn (segxd 3A4 and resid 391 and name CA > 
assign (segid 3A4 and resid 391 and name CA ) 
45 assign (segxd 3A4 and resid 391 and name CA ) 
assign (segxd 3A4 and resid 391 and namo CA ) 
assign (segxd 3A4 and resid 391 and name CA > 
assign (segid 3A4 and resxd 391 and name CB ) 
assign I segxd 3A4 and resid 391 and name CB ) 
50 assxgn (segxd 3A4 and resid 391 and name CB ) 
assign (segid 3A4 and resxd 391 and name CB ) 
assign (segxd 3A4 and resxd 391 and name CB ) 
assxgn (segxd 3A4 and resid 391 and name CB ) 
assign (segid 3A4 and resid 391 and name CB ) 
55 assign (segid 3A4 and resid 391 and name CB J 
assign (segid 3A4 and resid 391 and name CB ) 
assign (segid 3A4 and resid 391 and name CB ) 
assign (segxd 3A4 and resxd 391 and name CB ) 
assxgn (segxd 3A4 and resxd 391 and name CB ) 
60 assign (segid 3A4 and resid 391 and name CB ) 
assign (segid 3A4 and resid 391 and name CB } 
assxgn (segxd 3A4 and resxd 391 and name CB > 
assign (segxd 3A4 and resxd 391 and name CB ) 
assign (segxd 3A4 and resxd 391 and name CB ) 
65 assign (segxd 3A4 and resxd 391 and name CB ) 
assign (segxd 3A4 and resid 391 and name CB > 
assign (segid 3A4 and resid 391 and name CB ) 
assign (segid 3A4 and resid 391 and name CB ) 
assign (segid 3A4 and resid 391 and name CB > 
70 assign (segid 3A4 and resid 391 and name CB ) 
assign (segxd 3A4 and resid 391 and name CB ) 
assign (segxd 3A4 and resid 391 and name CB ) 
assign (segxd 3A4 and resid 391 and name CB ) 
assxgn (segxd 3A4 and resid 391 and name CB ) 
75 assxgn (segxd 3A4 and resid 391 and name CB ) 
assxgn (segid 3A4 and resid 391 and name CB ) 
assxgn (segxd 3A4 and resid 391 and name CB ) 
assign (segxd 3A4 and resid 331 and name CB ) 
assign (segid 3A1 and resxd 391 and name CB ) 
80 assign (segid 3A4 and resxd 391 and name CB ) 
assxgn (segxd 3A4 and resxd 391 and name CB ) 
assign (segid 3A4 and resid 391 and name CB ) 
assign (segid 3A4 and resid 391 and name CB ) 



(segxd HEM and resxd 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



1 and name C2A) 
1 and name C2B) 
1 and name C2C) 
1 and name C2D) 
1 and name C3A) 
1 and name C3B) 
1 and name C3C) 
1 and name C3D) 
1 and name C4A) 
1 and name C4B) 
1 and name C4C) 
1 and name C4D) 
1 and name CAA) 
1 and name CAD) 
1 and name CBA) 
1 and name CBD) 
1 and name CGA) 
1 and name CGD) 
1 and name CHA) 
1 and name CHB) 
1 and name CHC) 
1 and name CUD) 
1 and name CMA) 
1 and name CMB) 
1 and name CMD) 
1 and name FE ) 
1 and name HA ) 
1 and name NB ) 
1 and name HC ) 
1 and name MD ) 
1 and name 01A) 
1 and name OlD) 
1 and name 02D) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segxd HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name CA ) 
(segxd 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 392 and name N ) 
(segxd 3A4 and resxd 392 and name O ) 
(segxd 3A4 and resxd 393 and name C ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 393 and name N ) 
(segid 3A4 and resid 393 and name O ) 
(segid 3A4 and resid 394 and name C ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 395 and name N ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 39? and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resxd 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 Bnd name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CB > 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and namo CA ) 



4.55 
6.85 
"7.16 
5.15 
5.04 
7.12 
6.91 
4.62 
4.65 
6.24 
5.78 
3.85 
5.29 
5.29 
5.82 
4.89 
6.78 
6.06 
3.77 
5.44 
6.60 
5.59 
6.24 
7.84 
6.38 
4.11 
3.88 
5.29 
5.30 
3.99 
7.06 
6.53 
6.72 
4.85 
4.66 
5.80 
3.40 
5.82 
4.93 
5.13 
4.36 
5.87 
6.11 
4.59 
4.36 
4.18 
6.81 
B.27 
6.82 
9.42 
9.37 
8.33 
7.08 
10.13 
9.95 
12.91 
13.03 
13.61 
12.89 
13.81 
16.02 
15.74 
18.14 
17.85 
18.73 
17.83 
18.86 
15.21 
15.85 



0.19 
0.10 
0.12 
0.14 
0.15 
0.17 
0.17 
1.53 
0.40 
0.46 
O.ll 
O.08 
0.14 
0.16 
0.06 
0.07 
0.15 
0.17 
0.06 
0.09 
0.15 
0.16 
0.09 
0.11 
0.13 
0.14 
0.10 
0.15 
0.66 
0.10 
0.63 
0.08 
0.17 
0.13 
0.13 
0.15 
0.10 
0.05 
0.18 
0.15 
0.08 
0.09 
0.13 
0.14 
0.39 
0.23 
0.16 
0.04 
0.08 
0.11 
0.10 
0.07 
0.12 
0.08 
0.04 
0.17 
0.13 
0.12 
0.10 
0.12 
0.12 
0.15 
0.14 
0.14 
0.28 
0.14 
0.15 
0.17 
0.17 
0.13 
0.17 
0.15 
0.22 
0.13 
0.14 
0.13 
0.18 
0.19 
0.19 
0.19 
0.31 
1.42 
0.40 



0.18 
0.11 
0.13 
0.14 
0.15 
0.17 
0.18 
1.52 
0.41 
0.47 
0.12 
0.08 
0.13 
0.17 
0.07 
0.08 
0.15 
0.17 
0.05 
0.10 
0.15 
0.16 
0.08 
0.10 
0.14 
0.13 
0.10 
0.16 
0.65 
0.09 
0.62 
0.08 
0.17 
0.12 
0.14 
0.14 
0-09 
0.04 
0.18 
0.16 
0.08 
0.10 
0.12 
0.14 
0.39 
0.22 
0.15 
0.04 
0.07 
0.11 
0.11 
0.06 
0.12 
0.08 
0.03 
0.16 
0.12 
0.13 
0.11 
0.12 
0.13 
0.14 
0.13 
0.13 
0.29 
0.14 
0.16 
0.16 
0.17 
0.14 
0.16 
0.15 
0.23 
0.13 
0.13 
0.13 
0.17 
0.19 
0.18 
0.18 
0.30 
1.43 
0.40 
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assign (aegid 3A4 and resid 391 and name CB ) 
assign (segid 3A4 and resid 391 and name CB ) 
assign (segid 3A4 end resid 391 and name CB 
assign (segid 3A4 and resid 391 and name CB 
5 assign (segid 3A4 and resid 391 and name CB 
assign (segid 3A4 and resid 391 and name CB 
assign (segid 3A4 and resid 391 and name CB 
assign (segid 3A4 and resid 391 and name CB 
assign (segid 3A4 and resid 391 and name CB 
10 assign (segid 3A4 and resid 391 and name CB. 
assign segxd 3A4 and resid 391 and name CB 
assign segid 3A4 and resid 391 and name CB 
assign (segxd 3A4 and resid 391 and name CB ) 
assign (segxd 3A4 and resxd 391 and name CB ) 



(segid 3A4 and resid 434 and name CA ) 
(segid HEM and resid 1 and name CIA) 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



25 



30 



35 



1 and name C1B) 
1 and name clC) 
1 and name C1D) 
1 and name C2A) 
1 and name C2B) 
1 and name C2C) 
1 and name C2D) 
1 and name C3A) 
1 and name C3B) 
1 and name C3C) 
1 and name C30> 
1 and name C4A) 
1 and name C48) 
1 and name C4C) 
1 and name C4D) 
1 and name CAA) 
1 and name CAB) 
1 and name CAC) 
1 and name CAD) 
1 and name CBA) 
1 and name CBD) 
and name CGD) 
and name CHA) 
and name CHB) 
and name CHC) 
and name CHD) 
and name CMA) 
and name CMB) 
and name CMC) 
and name CMD] 
and name EE ) 
and name NA ) 



1 

1 

1 

1 

1 

1 
1 
1 
1 
1 
1 



M (segxd 3M and 391 and name CB £gd « and rosxd 

20 lllZ I 2 » d nd name CB , (segid « - ~J- 

tllZ B 33 SS -la £ =5 name CB , „.gxd HEM and resxd 

assxgn selid 3A4 and resxd 391 and name CB aegid HEM and resxd 

assign Uiid 3A4 and resxd 391 and name CB segxd HEM and resxd 

assign segid 3A4 and resxd 391 and name CB ) segxd HEM and resxd 

lll^r, i«>old 3A4 and resxd 391 and name CB > (segxd HEM and resxa 

assxgn segld 33 and rSxd 391 and name CB , .segxd HEM and resxd 

"sign (selxd 3A4 and resxd 391 and name CB segxd HEM and resxd 

alsxgn se^xd 3A4 and resxd 391 and name CB segxd HEM and resxd 

assxgn .segxd 3M and resxd 391 and name CB segxd HEM ^ resxd 

SSS -gxd 23 S3 Telid £ 'and name CB , .segxd HEM and resxd 

assign K 23 S3 "sxd £ tn d d S 1 £S2 S -d SSS 

3A4 Md rlsld 391 and name CB ) (segxd HEM and resxd 
« 3M and resxd 391 and name CB ) (segxd HEM and resxd 

"assign i=£ 23 anS resxd 391 and name CB , (segxd „ and resxd ^ ^ e , 
ass^n S S3 a£ Telid 111 23 name S i {segxd 3A4 and resxd 391 and name CA , 
40 assign (segid 3A4 and resid 391 and name N 
assign (segid 3A4 and resid 391 and name N 
assign (segxd 3A4 and resxd 391 and name H 
assign (segxd 3A4 and resxd 391 and name N 
assign {segxd 3A4 and resid 391 and name N 
45 assign (segid 3A4 and resid 391 and name N 
assign (segid 3A4 and resid 391 and name N 
assign (segid 3A4 and resid 391 and name N 
assxgn (segid 3A4 and resxd 391 and name N 
assxgn (segid 3A4 and resid 391 and name N 
50 assicm (segid 3A4 and resxd 391 and name N 
assxgn (segxd 3A4 and resxd 391 and name N 
assxgn (segxd 3A4 and resid 391 and name N 
assign (segxd 3A4 and resid 391 and name V 
assign (segid 3A4 and resid 391 and name N 
55 assign (segid 3A4 and resid 391 and name N 
assign (segxd 3A4 and resxd 391 and name N 
assign (segid 3A4 and resid 391 and name N 
assign (segxd 3A4 and resid 391 and name N 
assign (segxd 3A4 and resxd 391 and name N 
60 assxgn {segxd 3A4 and resid 391 and name N 
assign {segxd 3A4 and resid 391 and name N 
assign (segxd 3A4 and resid 391 and name N 
assign (segid 3A4 and resid 391 and name N 
assign (segid 3A4 and resid 391 and name H 
65 assign (segid 3A4 and resid 391 and name N 
assign (segid 3A4 and resxd 391 and name N 
assign (segid 3A4 and resid 391 and name N 
assign (segid 3A4 and resxd 391 and name N 
assign (segid 3A4 and resid 391 and name N 
70 assign (segxd 3A4 and resxd 391 and name N 
assxgn (segxd 3A4 and resxd 391 and name N 
assxgn (segid 3A4 and resid 391 and name H 
assign (segid 3A4 and resid 391 and name N 
assign (segxd 3A4 and resid 391 and name N 
75 assign (segid 3A4 and resid 391 and name N 
assign (segxd 3A4 and resxd 391 and name N 
assxgn (segxd 3A4 and resxd 391 and name N 

assxgn (sogid 3A4 and resid 391 and name M i jj- ™ 1 and nQme ^ , 

assxgn (segxd 3A4 and resid 391 and name N segid hbm ^ ^ NQ } 

80 assign (segid 3A4 and resid 391 and name N sag d a ± ^ ^ ^ ) 

assxgn (segid 3A4 and resid 391 and name N seg^d hem ^ & ^ name ND ) 

assign (sogid 3A4 and resid 391 and name N segid hem ^ and name oiA) 

assign (segid 3A4 and resid 391 and name 



1 and name NB ) 
1 and name NC ) 
1 and name ND ) 



(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resxd 391 and name O ) 
(segid 3A4 and resxd 392 and name C ) 
(segid 3A4 and resxd 392 and name CA ) 
(segid 3A4 and resxd 392 and name CB 
(segid 3A4 and resid 392 and name N ) 
(segid 3A4 and resid 392 and name O ) 
(segid 3A4 and resid 393 and name C ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 393 and name N ) 
(segxd 3A4 and resxd 394 and name CA ) 
(segid 3A4 and resxd 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
) (segid HEM and resxd 
> (segid HEM and resid 
) (segid HEM and resxd 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resxd 
) (segid HEM and tesid 
) (segid HEM and resxd 
) (segid HEM and resid 
) (segid HEM and resxd 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resxd 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resxd 
) (seqid HEM and resid 
) (segid HEM and resxd 
) (segid HEM and resid 
) I segid HEM and resxd 
) (segid HEM and resid 
) (segid HEM and resid 



1 and name CIA) 
1 and name C1B) 
1 and name ClC) 
1 and name C1D) 
1 and name C2A) 
1 and name C2B) 
1 and name C2D) 
1 and name C3A) 
1 and name C3D) 
1 and name C4A) 
1 and name C4B) 
1 and name C4C) 
1 and name C4D) 
X and name CAA) 
1 and name CAD) 
1 and name CBA) 
1 and name CBD) 
1 and name CGA) 
1 and name CGD) 
1 and name CHA) 
and name CHB) 
and name CHC) 
and name CHD) 
and name CMA) 
and name CMD) 
and name FB ) 



1 
1 
1 
1 
1 
1 



n.20 

3.72 
4.41 
5.36 
4.98 
4.43 
5.44 
6.43 
5.73 
4.51 
5.71 
6.47 
5.35 
3.82 
4.95 
5.42 
4.27 
5.49 
6.65 
7.58 
6.27 
6.13 
6.14 
7.39 
4.15 
4.30 
5.46 
5.58 
5.65 
6.41 
7.58 
7.07 
3.39 
3.29 
4.09 
4.64 
4.03 
2.45 
1.44 
2.42 
2.94 
5.55 
4.72 
5.73 
3.45 
6.45 
6.72 
6.71 
5.59 
6.25 
5.57 
5.82 
4.19 
6.41 
7.57 
6.00 
4.52 
7.54 
6.20 
5.04 
5.45 
5.02 
7.28 
7.18 
4.71 
4.92 
5.79 
5.33 
5.19 
6.08 
6.07 
4.27 
5.88 
7.81 
6.93 
6.00 
7.42 
5.25 
4.54 
6.27 
6.64 
5.14 
6.26 



0.51 
0.16 
0.09 
0.15 
0.16 
0.11 
0.08 
0.15 
0.15 
0.06 
0.10 
0.15 
0.15 
0.10 
0.10 
0.14 
0.14 
0.13 
0.14 
0.16 
0.14 
0.60 
0.10 
0.10 
0.17 
0.13 
0.14 
0.14 
0.07 
0.04 
0.14 
0.16 
0-18 
0.13 
0.10 
0.14 
0.16 
0.06 
0.01 
0.01 
0.13 
0.13 
0.08 
0.08 
0.08 
0.16 
0.19 
0.16 
0.13 
0.17 
0.17 
0.17 
0.15 
0.07 
0.15 
0.17 
0.10 
0.08 
0.17 
0.03 
0.17 
0.06 
0.10 
0.14 
0.15 
0.16 
0.17 
0.83 
0.12 
0.80 
0.10 
0.21 
0.11 
0.14 
0.14 
0.06 
0.19 
0.16 
0.08 
0.10 
0.13 
0.15 
0.50 



0.50 
0.16 
0.09 
0.15 
0.16 
0.12 
0.08 
0.15 
0.15 
0.06 
0.11 
0.14 
0.14 
0.09 
0.11 
0.14 
0.14 
0.14 
0.14 
0.16 
0.14 
0.60 
0.09 
0.10 
0.17 
0.12 
0.14 
0.15 
0.07 
0.04 
0.14 
0.15 
0.18 
0.13 
0.11 
0.13 
0.15 
0.07 
0.02 
0.02 
0.13 
0.14 
0.08 
0.09 
0.08 
0.16 
0.19 
0.17 
0.12 
0.17 
0.16 
0.17 
0.15 
0.08 
0.15* 
0.16 
0.11 
0.07 
0.18 
0.03 
0.16 
0.07 
0.10 
0.14 
0.15 
0.16 
0.18 
0.83 
0.11 
0.80 
0.10 
0.21 
0.11 
0.14 
0.15 
0.07 
0.18 
0.17 
0.09 
0.09 
0-13 
0.14 
0.51 
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assign (segxd 3A1 and resid 391 and name N 
assign (segid 3A4 and resxd 391 and name N 
assign (segid 3A4 and resxd 391 and name O 
assign (segxd 3A4 and resid 391 and name 0 
5 assign (segxd 3A4 and resxd 391 and name O 
assign (segxd 3A4 and resxd 391 and name 
assign (segxd 3A4 and resxd 391 and name 
assign (segxd 3A4 and resxd 391 and name 
assign (segxd 3A4 and resxd 391 and name 
10 assxgn (segxd 3A4 and resxd 391 and name 
assign (segxd 3A4 and resxd 391 and name 
assxgn (segxd 3A4 and resxd 391 and name 
assign (segid 3A4 and resid 391 and name 
assign (segid 3A4 and resid 391 and name O 
15 assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
20 assign (segid 3A4 and resid 391 and name 0 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segxd 3A4 and resxd 391 and name O 
25 assxgn (segid 3A4 and resid 391 and name 0 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
30 assxgn (segxd 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name 0 
assign (segid 3A4 and resid 391 and name O 



(segid HEM and resid 1 and name OlD) 
(segid HEM and resid 1 and name 02D) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name C J 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 



\ acyiu -m-»-» » . 

(segid 3A4 and resid 391 and name 
(segid 3A4 and resid 391 and name O 
(segid 3A4 and resid 391' and name 0 
(segid 3A4 and resid 391 and name O 
(segid 3A4 and resid 391 and name n 
(segid 3A4 and resid 391 and name 



O 

assign ss^w ~'Z _ , • ^ ^ 

assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assign (segid 3A4 and resid 391 and name O 
assxgn (segxd 3A4 and resid 391 and name O 
assign (segxd 3A4 and resid 392 and name C 
assxgn (segxd 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resxd 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resxd 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segxd 3A4 and resxd 392 and name C 
assxgn (segxd 3A4 and resxd 392 and name C 
assign (segxd 3A4 and resxd 392 and name C 
assign (segxd 3A4 and resxd 392 and name C 
assign (segxd 3A4 and resid 392 and name C 
assiqn (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segxd 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 
assign (segid 3A4 and resid 392 and name C 



> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
J 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
J 



(segid 3A4 and resid 392 and name N 
(segid 3A4 and resid 392 and name O 
(segxd 3A4 and resxd 393 and name C 
(segxd 3A4 and resxd 393 and name CA 
(segxd 3A4 and resxd 393 and name N 
(segxd 3A4 and resxd 393 and name O 
(segxd 3A4 and resxd 394 and name C 
(segxd 3A4 and resxd 394 and name CA ) 
(segid 3A4 and resxd 394 and name CB ) 
(segxd 3A4 and resxd 394 and name N ) 
(segid 3A4 and resid 394 and name O > 
(segxd 3A4 and resid 395 and name CA ) 
(segid 3A4 and resxd 395 and name M | 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
(segxd HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid - - 
(segid 3A4 and resid 392 and name CB ] 
(segxd 3A4 and resid 392 and name O ) 
(segid 3A4 and resxd 393 and name C ) 
(segxd 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 393 and name M ) 
(segid 3A4 and resid 393 and name O ) 
(segid 3A4 and resid 394 and name C ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name C ) 
(segid 3A4 and resid 395 and name CA > 
(segid 3A4 and resid 395 and name N ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 396 and name N > 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 39*7 and name N ) 
(segid HEM and resid 1 "* 4 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
(segid HEM and resid 
(segid HEM and resxd 
(segid HEM and resid 
(segid HEM and resxd 
(segxd HEM and resid 
(segxd HEM and resxd 
(segxd HEM and resid 
(segxd HEM and resxd 
(segxd HEM and resid 
(segxd HEM and resid 
(segxd HEM and resid 
(segxd HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



and name CIA) 
and name C1B) 
and name C1C) 
and name C1D) 
and name C2A) 
and name C2D) 
and name C3A) 
and name C3C) 
and name C3D) 
and name C4A) 
and name C4B) 
and name C4C) 
and name C4D) 
and name CAA) 
and name CAD) 
and name CBD) 
. and name CGD) 
. and name CHA) 
L and name CHB) 
L and name CHD) 
L and name CMD) 
L and name FE ) 
L and name NA ) 
L and name NB ) 
1 and name NC ) 
and name ND ) 



1 

1 

1 

1 

1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 



and name CIA) 
and name C1C) 
and name C1D) 
and name C2C) 
and name C2D) 
and name C3C) 
and name C3D) 
and name C4B) 
and name C4C) 
and name C40) 
and name CAC) 
and name CAD) 
and name CBC) 
and name CBD) 
and name CGD) 
and name CHA) 
and name CHC) 
and name CHD) 
and name CMC) 



46 
,63 
,99 
.16 
.77 
.24 
2,25 
3.78 
4.54 
4.58 
3.53 
5.11 
5.54 
4.28 
3.74 
3.60 
6.60 
7.06 
5.68 
6.13 
7.25 
6.95 
6.03 
6.90 
6.41 
7.26 
7.35 
6.23 
6.74 
7.29 
6.57 
5.77 
7.59 
6.87 
6.16 
7.25 
6.00 
7.26 
6.49 
7.31 
5.73 
6.02 
6.71 
6.30 
5.66 
2.53 
1.24 
3.30 
2.42 
1.32' 
4.43 
5.S0 
4.67 
5.05 
3.30 
6.65 
6.95 
6.42 
5.25 
7.13 
6.66 
6.30 
7.62 
7.22 
7.34 
6.04 
5.15 
6.04 
5.55 
5.52 
6.03 
7.40 
5.17 
6.01 
5.79 
6.91 
6.16 
6.45 
7.72 
6.87 
6.90 
5.04 
6.92 



0.23 
0.24 
0.09 
0.19 
0.01 
0.08 
0.02 
0.23 
0.37 
0.32 
0.27 
0.36 
0.29 
0.30 
0.22 
0.36 
0.30 
0.23 
0.24 
0.11 
0.18 
0.31 
0.18 
0.07 
0.15 
0.06 
0.28 
0.11 
0.10 
0.28 
0.24 
0.08 
0.09 
0.09 
0.12 
0.18 
0.11 
0.13 
0.21 
0.18 
0.27 
0.12 
0.21 
0.25 
0.15 
0.05 
0.01 
0.06 
0.01 
0.01 
0.08 
0.10 
0.07 
0.10 
0.07 
0.10 
0.10 
0.14 
0.12 
0.14 
0.27 
0-09 
0.16 
0.09 
0.09 
0.21 
0.19 
0.23 
0.21 
0.25 
0.17 
0.17 
0.24 
0.12 
0.26 
0.16 
0.43 
0.17 
0.18 
0.10 
0.19 
0.20 
0.24 



0.24 
0.24 
0.10 
0.19 
0.02 
0.07 
0.02 
0.22 
0.36 
0.32 
0.27 
0.35 
0.28 
0.29 
0.22 
0.35 
0.30 
0.23 
0.25 
0.10 
0.18 
0.32 
0.18 
0.07 
0.15 
0.07 
0.28 
0.12 
0.10 
0.28 
0.23 
0.08 
0.09 
0.09 
0.12 
0.19 
0.11 
0.14 
0.21 
0.18 
0.26 
0.13 
0.22 
0.25 
0.15 
0.05 
0.00 
0.05 
0.01 
0.01 
0.08 
0.11 
0.08 
0.10 
0.07 
0.11 
0.10 
0.15 
0.13 
0.14 
0.26 
0.08 
0.16 
0.08 
0.09 
0.20 
0.18 
0.24 
0.20 
0.26 
0.17 
0.16 
0.23 
0.11 
0.25 
0.17 
0.43 
0.16 
0.19 
0.11 
0.18 
0.21 
0.23 
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assagn (segid 3A4 and resid 392 and name C ) 
assign (segid 3A4 and resid 392 and name C > 
assign (segid 3A4 and resid 392 and name C ) 
assign (segid 3A4 and resid 392 and name C > 
5 assign (segid 3A4 and resid 392 and name C ) 
assign (segid 3A4 and resid 392 and name C ) 
assign (segid 3A4 and resid 392 and name CA > 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
10 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA } 
15 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
20 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
25 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
30 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
35 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
40 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and tesid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
45 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
50 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
55 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA J 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA ) 
60 assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CA > 
assign (segid 3A4 and resid 392 and name CA ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
65 assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
70 assign (segid 3A4 and resid 392 and name CB > 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
75 assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB > 
assign (segid 3A4 and resid 392 and name CB ) 
80 assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 
assign (segid 3A4 and resid 392 and name CB ) 



and name CMD) 
and name FE ) 
and name NA ) 



and name NB 
and name NC 
and name ND 
and name C 



(segid HEM and xesid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 392 

(segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 392 and name O 
(segid 3A4 and resid 393 and name C 
(segid 3A4 and resid 393 and name CA 
(segid 3A4 and resid 393 and name N 
(segid 3A4 and resid 393 and name O 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name CA 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name CA ) 



(segid 3A4 and resid 395 and name N ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 396 and name M ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 3 98 and name CA } 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and tesid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 4 04 and name CB ) 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and tesid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid 3A4 and resid 393 and name C ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 393 and name N ) 
(segid 3A4 and resid 393 and name O ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name N ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
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(segid 3A4 and resid 395 and name O ) 
(segid 3A4 and resid 396 and name C ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 396 and name N J 
(segid 3A4 and resid 396 and name O ) 
(segid 3A4 and resid 397 and name C ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 397 and name N ) 
(segid 3A4 and resid 397 and name O ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name N ) 
(segid 3A4 and resid 399 and name N ) 



4-72 
7.53 
7.47 
6.62 
6.21 
5.69 
7.82 
7.07 
6.85 
6.30 
6.71 
6.69 
6.25 
7.22 
6.12 
7.24 
6.37 
6.54 
7.49 
6.08 
6.93 



75 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and tesid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 393 and name C ) 
(segid 3A4 and resid 393 and name O ) 
(segid 3A4 and resid 394 and name C ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and re*id 394 and name CB ) 
(segid 3A4 and re* id 394 and name M ) 
(segid 3A4 and resid 394 and name 0 ) 
(segid 3A4 and resid 395 and name C ) 
(seaid 3A4 and resid 395 and name CA ) 
segid 3A4 and resid 395 and name N ) 



1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 
1 



and name C1B) 
and name C1C) 
and name C1D) 
and name C2B) 
and name C2C) 
and name C2D) 
and name C3B) 
and name C3C) 
and name C4A) 
and name C4B) 
and name C4C) 
and name C4D) 
and name CAB) 
and name CAC) 
and name CBC) 
and name CHB) 
and name CHC) 
and name CHD) 
and name CMC) 
and name FE ) 
and name NA ) 
and name NB ) 
and name NC ) 
and name ND ) 



05 
49 
,70 
,24 
.01 
.45 
.71 
.33 
.88 
4.56 
4.44 
3.24 
5.60 
4.83 
4.61 
4.50 
3.89 
6.04 
5.97 
4.88 
4.40 
4.04 
7.12 
7.19 
7.29 
7.17 
5.89 
7.77 
6.79 
4.46 
6.11 
7.11 
4.45 
7.15 
6.39 
4.71 
7.72 
5.51 
4.85 
7.16 
6.69 
5.38 
5.65 
7.62 
4.86 
5.58 
4.80 
5.53 
7.00 
5.83 
4.70 
6.16 
1.52 
2.37 
4.46 
3.83 
4.88 
2.46 
5.37 
5.62 
5.56 
4.46 



0.13 
0.13 
0.14 
0.17 
0.26 
0.13 
0.12 
0.10 
0.22 
0.19 
0.28 
0.21 
0.29 
0.17 
0.26 
0.12 
0.31 
0.49 
0.14 
0.23 
0.25 
0.18 
0.21 
0.15 
0.01 
0.09 
0.02 
0.02 
0.01 
0.13 
0.13 
0.14 
0.10 
0.20 
0.06 
0.07 
0.20 
0.05 
0.07 
0.10 
0.11 
0.12 
0.08 
0.10 
0.10 
0.13 
0.05 
0.11 
0.10 
0.08 
0.24 
0.23 
0.08 
0.31 
0.24 
0.13 
0.30 
0.09 
0.14 
0.25 
0.16 
0.19 
0.30 
0.38 
0.10 
0.21 
0.24 
0.33 
0.20 
0.12 
0.09 
0.21 
0.18 
0.01 
0.03 
0.07 
0.03 
0.01 
0.04 
0.1? 
0.10 
0.10 
0.06 



0.14 
0.12 
0.13 
0.18 
0.25 
0.13 
0.12 
0.10 
0.23 
0.20 
0.27 
0.21 
0.30 
0.17 
0.26 
0.11 
0.32 
0.49 
0.15 
0.23 
0.26 
0.17 
0.22 
0.14 
0.01 
0.09 
0.02 
0.02 
0.02 
0.12 
0.13 
0.14 
0.11 
0.20 
0.07 
0.07 
0.20 
0.06 
0.07 
0.10 
0.11 
0.12 
0.09 
0.10 
0.11 
0.13 
0.04 
0.11 



10 
0.07 
0.24 
0.24 
0.09 
0.31 
0.23 
0.12 
0.31 
0.08 
0.14 
0.25 
0.16 
0.19 
0.30 
0.38 
0.10 
0.21 
0.24 
0.34 
0.20 
0.12 
0.10 
0.21 
0.17 
0.01 
0.02 
0.07 
0.03 
0.04 
0.03 
0.12 
0.10 
0.11 
0.07 
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aaa^an «se gl d 3A4 and resxd 393 and najje C* , 3M ana resxd 39S »jd nanje O > 

assign (aegid 3A4 and resid 393 and name CA segid 3A4 ana r ^ } 

iss s: sss ss s s= s i sss £ a nd ««- ». a nd = ™ , 

. - . _i ■ mi n ~t nam P& \ 



(segxd 3A4 and resid 396 and name N 
(segxd 3A4 and resxd 396 and name O 
(segxd 3A4 and resxd 397 and name C 
(segxd 3A4 and resxd 397 and name CA 
(seaxd 3A4 and resxd 397 and name CB 



10 



15 



20 



25 



assxgn (segid 3A4 and resxd 393 and name CA ) 
assxgn (segxd 3A4 and resxd 393 and name CA 
assxgn (segxd 3A4 and res id 393 and name CA ) 
assxgn (segxd 3A4 and resid 393 and name CA ) 

assxgn (segxd 3A4 and resid 393 and name CA ieeg*« ~« ~ ~ ^ R 

assxgn (segxd 3A4 and resxd 393 and name CA segxd 3A4 and resxd 3 ^ ^ ^ j 
assxgn (segxd 3A4 and resxd 393 and name CA segxd namQ CB } 

assxgn (segxd 3A4 and resid 393 and name CA segxd 3A4 a an<j ^ y } 

assxgn (segxd 3A4 and resid 393 and name CA segxd a a ^ J 

assxgn (segxd 3A4 and resxd 393 and name CA segid 3A4 and and name CB } 

assxgn (segxd 3A4 and resxd 393 and name CA segid JA ^ ^ ^ ^ } 

assign (segxd 3A4 and resxd 393 and name CA ) segid ^ ra , 

assxgn (segxd 3A4 and resxd 393 and name CA segxd 3A4 ana ^ ^ ^ 

assxgn (segxd 3A4 and resxd 393 and name CA segid 3A4 and r ^ ^ ^ f 

assxgn (segid 3A4 and resxd 393 and name CA segxd ana ^ 
assign {s G egxd S and 222 25 S = 2 ! «5 SS'=S resxd 403 and name CA J 
assxgn (segxd 3A4 and resid 393 and name CA ) 
assxgn (segid 3A4 and resid 393 and name CA ) 
assign (segid 3A4 and resid 393 and name CA > 
assxgn (segid 3A4 and resxd 393 and name CA ) 
assxgn (segid 3A4 and resxd 393 and name CA ) 
assxgn (segid 3A4 and resxd 393 and name CA ) 
assxgn (segid 3A4 and resxd 393 and name CA ) 



(segxd 3A4 and resid 403 and name CB ) 
(segxd 3A4 and resxd 404 and name CA ) 
(segxd 3A4 and resxd 404 and name CB ) 
(segxd 3A4 and resxd 405 and name CA ) 
(segxd 3A4 and resxd 405 and name CB ) 
(segxd 3A4 and resxd 433 and name CA ) 
(segxd 3A4 and resxd 434 and name CA ) 



30 



35 



40 



llViln \lTald 3A4 a^d resxd 393 and name CA ) (segxd HEM and resxd 
S fi S s 9 a n n !eaid 3A4 and resxd 393 and name CA ) (segxd HEM and resid 
assxgn se£a 3^4 anl resxd 393 and name CA ) (segxd HEM and resxd 
™7™ lllaid 3A4 and resxd 393 and name CA ) (segxd HEM and resid 
llViln seaxS 3A4 and resxd 393 and name CA ) (segid HEM and resid 
^4 and resxd 393 and name CA ) (segxd HEM and resid 
assxgn ("gxd ™ and resxd 393 and name CA ) (segxd HEM and resid 
assxgn (segxd 3A4 and resxd 393 and name CA 
assxgn (segxd 3A4 and resxd 393 and name CA 
assxgn (segxd 3A4 and resxd 393 and name CA 
assxgn (segxd 3A4 and resxd 393 and name CA ) 
assxgn (segxd 3A4 and resxd 393 and name CA 
assxgn (segxd 3A4 and resxd 393 and name CA ) 
assxgn (segxd 3A4 and resxd 393 and name CA ) 



assxgn (segxd 3A4 and resxd 393 and name CA ) 
assxgn (segxd 3A4 and resxd 393 and name CA ) 
45 assxgn (segxd 3A4 and resxd 393 and name CA 
assign (segid 3A4 and resxd 393 and name CA 
assign (segxd 3A4 and resxd 393 and name CA 
assxgn (segxd 3A4 and resxd 393 and name CA ) 
assxgn (segxd 3A4 and resxd 393 and name CA 
50 assxgn (segxd 3A4 and resxd 393 and name CA 
assxgn (segxd 3A4 and resxd 393 and name CA ) 
assxgn (segxd 3A4 and resxd 393 and name CA 
assxgn (segxd 3A4 and resxd 393 and name CA ) 

9 . _ . j Oftl -hi /-I noma M I 



(segxd HEM and resid 
(segxd HEM and resid 
(segxd HEM and resid 
(segid HEM and resid 
(segxd HEM and resxd 
{segxd HEM and resxd 
(segid HEM and resxd 



assign locyxu — — 

assxgn (segxd 3A4 and resxd 393 and name N 
55 assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segid 3A4 and resxd 393 and name N 
assxgn (segid 3A4 and resxd 393 and name N 
assxgn (segid 3A4 and resxd 393 and name N 
60 assxgn (segid 3A4 and resxd 393 and name N 
assxgn (segid 3A4 and resxd 393 and name N 
assxgn (segid 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
65 assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
70 assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
75 a&sxgn (segxd 3A4 and resxd 393 and name H 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A1 and resxd 393 and name N 
assign (segxd 3A4 and resxd 393 and name N 
80 assxgn (segxd 3A4 and resxd 393 and name N 
assxgn (segxd 3A4 and resxd 393 and name N 
assign (segid 3A4 and resid 393 and name H 
assign (segid 3A4 and resid 393 and name N 



(segid HEM and resid 
(segxd HEM and resid 
(segxd HEM and resid 
(segxd HEM and resid 
(segxd HEM and resxd 
(segxd HEM and resid 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd 3A4 and resid 393 and name C 
(segxd 3A4 and resxd 393 and name CA 



1 and name CIA) 
1 and name C1B) 
1 and name ClC) 
1 and name C1D) 
1 and name C2C) 
1 and name C2D) 
1 and name C3B) 
1 and name C3C) 
1 and name C3D) 
1 and name C4B) 
1 and name C4C) 
1 and name C4D) 
1 and name CAB) 
1 and name CAC) 
1 and name CBC) 
1 and name CHA) 
1 and name CHC) 
1 and name CHD) 
1 and name CMC) 
1 and name CMD) 
1 and name FE ) 
1 and name NA ) 
1 and name MB ) 
1 and name NC ) 
1 and name ND ) 
) 
> 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



(segxd 3A4 and resid 393 and name O ) 
(segxd 3A4 and resxd 394 and name C ) 
(segxd 3A4 and resxd 394 and name CA 
(segxd 3A4 and resxd 394 and name CB ) 
and resxd 394 and name N ) 
and resxd 394 and name 0 ) 
and resid 395 and name C ) 
and resxd 395 and name CA ) 
and resxd 395 and name H ) 
(segxd 3A4 and resxd 395 and name O ) 
(segxd 3A4 and resid 396 and name C ) 
(segid 3A4 and resid 396 and name CA 
segid 3A4 and resxd 396 and name CB 
(segid 3A4 and resxd 396 and name N 
(segxd 3A4 and resxd 397 and name CA 
segxd 3A4 and resxd 397 and name CB 
segxd 3A4 and resxd 397 and name H 
(segid HEM and resxd 1 and name CIA) 
) (segid HEM and resid 
) (segxd HEM and resxd 
) (segid HEM and resid 
) (segxd HEM and resid 
) (segid HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resid 
) (segxd HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 



6.72 
5.70 
5.27 
4.72 
4.74 
6.88 
7.19 
5.96 
5.53 
5.06 
8.59 
8.76 
7.25 
9.98 
9.60 
10.59 
9.80 
12.14 
14.20 
13. B9 
15.39 
14.73 
16.35 
15.58 
18.11 
17.65 
18.25 
18.80 
7.57 
7.17 
4.28 
5.12 
4.05 
6.03 
6.99 
3.87 
6.75 
5.88 
3.99 
6.44 
7.44 
4.30 
4.59 
7.37 
5.09 
4.50 
4.66 
6.53 
5.29 
6.88 
6.04 
4.25 
5.45 
2.51 
1.46 
3.62 
5.17 
4.25 
4.91 
2.80 
6.20 
6.72 
6.40 
5.17 
7.86 
7.09 
6.64 
6.11 
5.97 
7.21 



1 and name C1B) 
1 and name ClC) 
1 and name C1D) 
1 and name C2C) 
1 and name C2D) 
1 and name C3B) 
1 and name C3C) 
1 and name C3D) 
1 and name C4A) 
l and name C4B) 



0.16 
0.11 
0.11 
0.25 
0.09 
0.13 
0.13 
0.15 
0.17 
0.11 
0.12 
0.14 
0.13 
0.13 
0.17 
0.12 
0.15 
0.13 
0.14 
0.16 
0.19 
0.19 
0.26 
0.28 
0.30 
0.31 
0.59 
0.48 
0.15 
0.13 
0.26 
0.29 
0.32 
0.28 
0.16 
0.34 
0.25 
0.18 
0.29 
0.20 
0.19 
0.34 
0.40 
0.17 
0.22 
0.29 
0.30 
0.31 
0.23 
0.13 
0.14 
0.26 
0.21 
0.04 
0.02 
0.03 
0.10 
0.09 
0.09 
0.09 
0.12 
0.09 
0.11 
0.10 
0.15 
0.10 
0.11 
0.26 
0.07 
0.17 
0.21 
0.12 
0.11 
0.15 
0.21 
0.22 
0.23 
0.24 
0.18 
0..2S 
0.22 
0.11 
0.19 



60 
41 
.70 
.10 
.73 
.36 
4.77 
5.07 
7.37 
4.33 
5.65 
7.29 
6.18 



0.15 
0.10 
0.11 
0.26 
0.08 
0.12 
0.14 
0.15 
0.17 
0.12 
0.12 
0.13 
0.13 
0.12 
0.18 
0.13 
0.16 
0.13 
0.15 
0.16 
0.19 
0.20 
0.26 
0.28 
0.30 
0.31 
0.58 
0.48 
0.14 
0.13 
0.26 
0.28 
0.32 
0.28 
0.16 
0.35 
0.25 
0.17 
0.30 
0.19 
0.19 
0.34 
0.41 
0.17 
0.21 
0.28 
0.30 
0.31 
0.22 
0.14 
0.14 
0.25 
0.21 
0.04 
0.01 
0.03 
0.11 
0.09 
0.09 
0.09 
0.12 
0.09 
0.12 
0.11 
0.15 
0.10 
0.11 
0.27 
0.06 
0.18 
0.22 
0.11 
0.11 
0.15 
0.22 
0.23 
0.23 
0.24 
0.17 
0.26 
0.22 
0.11 
0.19 
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10 



20 



25 



30 



35 



40 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



50 



70 



80 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resld 
and xesld 
and resid 
and resid 
and lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and rosid 
and resid 



name 



name 
name 
name 



393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 
393 and 

393 and 

394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 and 
394 end 
394 and 
394 end 
394 and 
394 and 



name N 
name N 
name N 
N 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 
name 0 
name 0 
name O 
name 0 
name 0 
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(segid HEM 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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and resad 1 
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and resid 1 
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and resld 1 
and resld 1 
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and resid 395 
and resid 395 
and resid 395 
and resid 395 
and resid 396 
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and resid 397 
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and resid 398 
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and name C4C) 
and name C4D) 
and name CAC) 
and name CAD) 
and name CBC) 
and name CBD) 
and name CHA) 
and name CHB) 
and name CHC) 
and name CHO) 
and name CMC) 
and name CMD) 
and name EE ) 
and name HA ) 
and name NB ) 
and name NC ) 
and name NO ) 
and name C ) 
and name CA ) 
and name CB ) 
and name N ) 
and name O ) 
and name C ) 
and name CA ) 
and name N ) 
and name O ) 
and name C ) 
and name CA ) 
and name CB ) 
and name N ) 
and name O ) 
and name C ) 
and name CA ) 
and name CB ) 
and name N ) 
and name O ) 
and name C ) 
and name CA ) 
and name CB ) 
and name CD1) 
and name CG > 
and name N ) 
and name N ) 
and name N ) 
and name C1B) 
and name C1C) 
and name C1D) 
and name C2B) 
and name C2C) 
and name C3B) 
and name C3C) 
and name C4B) 
and name C4C) 
and name CAB) 
and name CAC) 
and name CBC) 
and name CHC) 
and name CHO) 
and name CMC) 
and name FE ) 
and name MB ) 
and name NC ) 
and name ND ) 
and name CB ) 
and name O ) 
and name C ) 
and name CA ) 
and name N ) 
and name O ) 
and name C ) 
and name CA ) 
and name CB ) 
and name N ) 
and name O ) 
and name C ) 
and name CA ) 
and name CB ) 
and name N ) 
and name O ) 
and name C ) 
and name CA ) 
and name CB ) 
and name CDl) 



3.99 
5.44 
4.18 
6.77 
5.26 
6.57 
6.36 
7.64 
5.61 
4.09 
5.70 
5.62 
4.89 
6.24 
6.02 
4.27 
4.67 
2.85 
2.80 
4.25 
2.26 
3.40 
3.85 
4.09 
3.16 
4.77 
3.66 
3.60 
3.62 
3.09 
4.85 
4.90 
3.78 
3.52 
2.85 
6.03 
7.11 
6.29 
6.55 
7.19 
6.61 
4.93 
6.73 
7.71 
7.06 
4.50 
6.90 
7.16 
4.32 
6.26 
4.85 
5.53 
5.27 
6.31 
5.48 
5.59 
4.74 
6.20 
4.28 
6.13 
6.12 
5.08 
6.96 
2. 48 
1.24 
3.06 
2.44 
1.33 
3.84 
4.56 
4.54 
5.36 
3.39 
S.59 
4.82 
4.51 
4.23 
3.83 
6.04 
6.08 
5.04 
4.68 
4.67 



0.24 
0.16 
0.25 
0.21 
0.37 
0.18 
0.14 
0.13 
0.19 
0.22 
0.22 
0.27 
0.20 
0.10 
0.16 
0.22 
0.17 
0.11 
0.03 
0.03 
0.01 
0.17 
0.26 
0.27 
0.20 
0.29 
0.05 
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0.13 
0.15 
0.06 
0.08 
0.09 
0.09 
0.07 
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0.10 
0.11 
0.16 
0.28 
0.08 
0.11 
0.14 
0.08 
0.16 
0.28 
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18 
35 
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.33 
0.21 
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0.27 
0.32 
0.35 
0.27 
0.27 
0.41 
0.28 
0.17 
0.24 
0.22 
0.03 
0.01 
0.07 
0.01 
0.02 
0.18 
0.05 
0.05 
0.11 
0.06 
0.06 
0.09 
0.09 
0.12 
0.08 
0.08 
0.03 
0.06 
0.06 
0.23 



0.25 
0.15 
0.24 
0-20 
0.38 
0.19 
0.13 
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0.20 
0.23 
0.22 
0.27 
0.19 
0.11 
0.16 
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0.18 
0.14 
0.02 
0.04 
0.01 
0.18 
0.25 
0.27 
0.21 
0.30 
0.06 
0.06 
0.12 
0.15 
0.07 
0.08 
0.08 
0.10 
0.07 
0.08 
0.10 
0.11 
0.17 
0.27 
0.08 
0.10 
0.14 
0.08 
0.16 
0.29 
0-26 
0.17 
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0.19 
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0.06 
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(segid 3A4 and resid 39-1 and name C 
{beg id 3A4 and resid 394 and name C 
tsegid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name 
(segid 3A4 and resid 394 and name 
(segid 3A4 and resid 394 and name 
(segid 3A4 and resid 394 and name 
(segid 3A4 and resid 394 and name 
(segid 3A4 and resid 394 and name 
(segid 3A4 and resid 394 and name _ 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name C 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA > 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA > 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and lesid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA > 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
tsegid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA > 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 



(segid 3A4 and resid 398 and name CG ) 
(sogid 3A4 and resid 398 and namB N ) 
(sogid 3A4 and resid 398 and name 0 ) 
(seqid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid HEM and resid 1 and name C1C) 
(segid HEM and resid 1 and name C2B) 
(segid HEM and resid 1 and name C2CJ 
(segid HEM and resid 1 and name C3BJ 
(segid HEM and resid 1 and name C4B) 
(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CHC) 
(segid HEM and resid 1 and name CMC) 
(segid HEM and resid 1 and name FE ) 
(segid HEM and resid 1 and name NB ) 
(segid HEM and resid 1 and name NC ) 



(segid 3A4 and resid 394 and name C ) 
(segid 3A4 and re3id 394 and name CB ) 
(segid 3A4 and resid 394 and name O ) 
(segid 3A4 and resid 395 and name C ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 end resid 395 and name N ) 
(segid 3A4 and resid 395 and name O ) 
(segid 3A4 and resid 396 and name C ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 396 and name N ) 
(segid 3a4 and resid 396 and name O ) 
(segid 3A4 and resid 397 and name C ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 

) 
) 



(segid 3A4 and resid 394 and name CA , 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and re3id 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and iesid 394 and name CA ) 
(sogid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 394 and name CB ) 
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(segid 3A4 and resid 397 and name N 
(segid 3A4 and resid 397 and name O 
(segid 3A4 and resid 398 and name C 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CD1) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name N ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(sogid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid HEM and resid 1 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segjd HEM and resid 

(segid 3A4 and resid 395 and name C ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 395 and name H ) 



and name C1B) 
and name C1C) 
and name ClD) 
and name C2B) 
and name C2C) 
and name C3B) 
and name C3C) 
and name C4A) 
and name C4B) 
and name C4C) 
and name CAB) 
and name CBB) 
and name CRB) 
and name CHC) 
and name CHD) 
and name CMB) 
and name CMC) 
1 and name FB ) 
1 and name MA ) 
1 and name NB ) 
1 and name NC ) 
and name ND ) 



4.50 
4.11 
7.25 
7.22 
7.23 
5.94 

6.71 
7.77 

6.91 

7.17 

6.87 

7.17 

6.55 

6.68 

7.59 

7.32 

7.16 

1.51 

I. 52 
2.39 
4.45 
3.81 
2.43 
5.30 
5.50 
5.54 
6.05 
4.49 
6.59 
5.62 
5.06 
4.36 
4.55 
6.81 
7.30 
6.13 
5.83 
5.49 
5.34 
5.11 
8.58 
8.63 
7.27 
9.99 
9.60 

10.56 
12.16 

II. 68 
14.15 
13.83 
15.35 
14.70 
16.40 
15.69 
18.03 
19.53 
17.68 
18.24 

6.64 
5.84 
7.62 
6.76 
6.27 
6 



0.06 
0.08 
0.03 
0.07 
0.12 
0.05 
0.23 
0.13 
0.30 
0.14 
0.15 
0.19 
0.21 
0.36 
0.10 
0.14 
0-19 
0.01 
0.01 
0.02 
0.05 
0.02 
0.02 
0.18 
0.07 
0.09 
0.20 
0.09 
0.08 
0.12 
0.12 
0.16 
0.07 
0.12 
0.05 
0.09 



0.03 
0.08 
0.02 
0.06 



13 
06 
23 
,14 
.29 
.14 
.15 
.20 
.22 
.36 
.11 
.14 
0.19 
0.01 
0.01 
0.02 
0.05 
0.03 
0.02 
0.17 
0.07 
0.09 
0.20 
0.09 
0.08 
0.12 
0.12 
0.15 



6.77 
7.58 



6.59 
7.26 
7.31 
5.73 
7.39 
7.67 
6.56 
6.27 
7.22 
6.13 
6.09 
7.27 
5.43 
4.44 
3.13 



07 
24 
,05 
10 
07 
0.12 
0.06 
0.06 
0.09 
0.08 
0.09 
0.12 
0.04 
0.04 
0.10 
0.11 
0-09 
0.12 
0.13 
0.15 
0.34 
0.51 
0.15 
0.22 
0.15 
0.13 
0.28 
0.15 
0.26 
0.15 
0.17 
0.20 
0.20 
0.23 
0.20 
0.22 
0.15 
0.13 
0.32 
0.11 
0.08 
0.14 
0.17 
0.09 
0.09 
0:09 
0.10 



08 
12 
06 
.08 
,07 
.25 
.05 
.11 



0.06 
0.12 
0.06 
0.05 
0.09 
0.07 
0.08 
0.11 
0.05 
0.04 
0.11 
0.11 
0.09 
0.11 
0.13 
0.14 
0.34 
0.51 
0.15 
0.23 
0.14 
0.14 
0.28 
0.15 
0.26 
0.15 
0.16 
0.20 
0.20 
0.23 
0.20 
0.22 
0.16 
0.13 
0.33 
0.11 
0.09 
0.14 
0.18 
0.08 
0.09 
0.10 
0.10 
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15 



20 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



assign (segid 3A4 and lesid 394 and name CB 
assign {segid 3A4 and res id 394 and name CB 
(segid 3A4 and resid 394 and name CB 
<segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and tesid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
(segLd 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
I segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
assxgn (segid 3A4 and resid 394 and name CB 
assign (segid 3A4 and resid 394 and name CB 
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0.17 
0.23 
0.14 
0.07 
0.14 
0.04 
0.03 
0.28 
0.09 
0.10 
0.06 
0.08 
0.06 
0.08 
0.12 
0.12 
0.14 
0.09 
0.04 
0.07 
0.05 
0.19 
0.10 
0.08 
0.04 
0.06 
0.07 
0.11 
0.06 
0.07 
0.05 
0.23 
0.15 
0.29 
0.15 
0.16 
0.19 
0.23 
0.22 
0.36 
0.17 
0.01 
0.03 
0.01 
0.02 
0.01 
0.10 
0.06 
0.07 
0.09 
0.09 
0.08 
0.06 
0.05 
0.10 
0.21 
0.07 
0.06 
0.06 
0.14 
0.14 
0.20 
0.10 
0.12 



13 
17 
.14 
,01 
.01 
.04 
0.01 
0.02 
0.01 
0.12 
0.09 
0.04 
0.06 
0.06 
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10 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
1 5 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



35 



40 



45 



55 



(segid 3A4 and res id 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and res id 395 and name CA 
(segid 3A4 and lesid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 39S and name CA 
(segid 3A4 and lesid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name M 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and res id 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name M 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name N 
(segid 3A4 and resid 395 and name o 
(segid 3A4 and resid 395 and name O 
(segid 3A4 and resid 395 and name 0 
(segid 3A4 and resid 395 and name O 



65 



75 



80 



l OCyAU anu j.—^*— — — — — 

(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name 
(segid 3A4 and resid 395 and name _ 
(segid 3A4 and resid 395 and name 0 
(segid 3A4 and resjLd 395 and name O 
(segid 3A4 and resid 396 and name C 
(segid 3A4 and resid 396 and name C 
(segid 3A4 and resid 396 and name C 
(segid 3A4 and resid 396 and name C 
(segid 3A4 and resid 396 and name C 
(segid 3A4 and resid 396 and name C 



(segid 3A4 and resid 397 and name O ) 
(segid 3A4 and resid 398 and name C ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CDl) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name N ) 
(segid 3A4 and resid 398 and name O ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB J 
(segid 3A4 and resid 400 and name N ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and lesid 402 and name CA ) 
(segid 3A4 and re3id 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA J 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB > 
(segid 3A4 and resid 395 and name C ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 395 and name O > 
(segid 3A4 and resid 396 and name C ) 
(segid. 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 396 and name N ) 
(segid 3A4 and resid 396 and name O ) 
(segid 3A4 and resid 397 and name C ) 
(segid 3A4 and resid 397 and name CA J 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 397 and name N ) 
(segid 3A4 and resid 397 and name O ) 
(segid 3A4 and resid 398 and name C ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CDl) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name N ) 
(segid 3A4 and resid 398 and name O ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid 3A4 and resid 396 and name C ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 396 and name N ) 
(segid 3A4 and resid 396 and name O ) 
(segid 3A4 and resid 397 and name C ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 397 and name N ) 
(segid 3A4 and resid 397 and name O ) 
(segid 3A4 and resid 398 and name C ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CDl) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name N ) 
(segid 3A4 and resid 398 and name O ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid 3A4 and resid 399 and name O ) 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and resid 400 and name CA ) 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
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) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



istsgxu ^«-»-« -ww— - — — - 

(segid 3A4 and resid 400 and name CB 
(segid 3A4 and lesid 400 and name N 
(segid 3A4 and resid 401 and name N 
(segid 3A4 and resid 396 and name CB 
(segid 3A4 and resid 396 and name O 
(segid 3A4 and resjd 397 and name C 
(segid 3A4 and resid 397 and name CA . 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 397 and name N ) 



6.66 
5.80 
5.28 
4.79 
5.19 
5.23 
4.64 
6.97 
7.41 
6.21 
5.85 
5.25 
8.70 
8.74 
7.40 
10.04 
10.66 
9.87 
12.19 
11.70 
14.20 
13.88 
15.50 
14.96 
16.40 
18.25 
17.77 
2.45 
1.46 
3.46 
4.66 
4.21 
5.00 
2.83 
5.72 
5.57 
5.24 
5.24 
4.26 
6.78 
6.47 
5.67 
5.23 
5.28 
5.30 
4.81 
7.66 
7.21 
6.98 
6.10 
3.03 
2.79 
4.29 
2.26 
3.47 
4.20 
4.47 
5.37 
3.51 
5.11 
3.94 
3.93 
3.93 
5.42 
4.98 
3.43 
5.09 
5.07 
3.89 
3.53 
3.08 
6.18 
7.33 
6.49 
6.71 
5.13 
7.03 
2.53 
1.23 
3.02 
2.43 
3.68 
1.32 



0.11 
0.13 
O.09 
0.07 
0.19 
0.08 
0.09 
0.13 
0.18 
0.19 
0.24 
0.17 
0.15 
0.18 
0.17 
0.14 
0.22 
0.27 
0.10 
0.10 
0.06 
0.10 
0.16 
0.17 
0.17 
0.05 
0.10 
0.01 
0.01 
0.07 
0.10 
0.09 
0.14 
0.09 
0.14 
0.11 
0.08 
0.10 
0.07 
0.10 
0.08 
0.07 
0.05 
0.20 
0.05 
0.08 
0.07 
0.14 
0.21 
0.12 
0.05 
0.03 
0.03 
0.01 
0.11 
0.15 
0.16 
0.20 
0.17 
0.14 
0.05 
0.15 
0.23 
0.29 
0.23 
0.17 
0.06 
0.17 
0.17 
0.28 
0.09 
0.14 
0.14 
0.16 
0.19 
0.16 
0.08 
0.02 
0.01 
0.04 
0.02 
0.03 
0.02 



0.10 
0.13 
0.09 
0.08 
0.19 
0.08 
0.09 
0.13 
0.17 
0.19 
0.24 
0.17 
0.16 
0.18 
0.17 
0.13 



22 
26 
10 
.09 
.06 
.10 
.17 
.16 
.17 
0.05 
0.10 
0.02 
0.01 
0.09 
0.09 
0.09 
0.13 
0.O9 
0.13 
0.10 
0.08 
0.09 
0.06 
0.10 
0.09 
0.06 
0.05 
0.21 
0.05 
0.09 
0.08 
0.15 
0.20 
0.12 
0.06 
0.04 
0.03 
0.00 
0.12 
0.14 
0.15 
0.20 
0.17 
0.14 
0.05 
0.16 
0.22 
0.29 
0.22 
0.17 
0.06 
0.16 
0.18 
0.29 
0.10 
0.15 
0.14 
0.16 
0.20 
0.17 
0.08 
0.02 
0.01 
0.03 
0.01 
0.03 
0.01 



568 



assxgn (segid 3A4 and resxd 396 and name C 
assxgn (segxd 3A4 and resxd 396 and name C 
assxgn (segxd 3A4 and resxd 396 and name C 
assxgn (segxd 3A4 and resxd 396 and name C 
5 assign (segxd 3A4 and resxd 396 and name 
assxgn (segxd 3A4 and resxd 396 and name 
assxgn (segxd 3A4 and resxd 396 and name 
assxgn (segxd 3A4 and resxd 396 and name 
assxgn (segxd 3A4 and resxd 396 and name 
10 assign (segxd 3A4 and resxd 396 and name _ 
assign (segxd 3A4 and resxd 396 and name C 
assxgn (segxd 3A4 and resxd 396 and name C 
assign (segxd 3A4 and resid 396 and name C 
assign (segxd 3A4 and resid 396 and name C 
15 assign (segxd 3A4 and resid 396 and name C 
assxgn (segxd 3A4 and resxd 396 and name C 
assxgn (segxd 3A4 and resid 396 and name C 
assxgn (segid 3A4 and resxd 396 and name C 
assxgn (segid 3A4 and resxd 396 and name 
20 assign (segxd 3A4 and resxd 396 and name 
assign (segxd 3A4 and resid 396 and name 
assign (segid 3A4 and resxd 396 and name 
assign (segid 3A4 and resid 396 and name 
assign (segid 3A4 and resxd 396 and name 
25 assxgn (segxd 3A4 and resxd 396 and name 
assign (segid 3A4 and resid 396 and name 
assign (segxd 3A4 and resxd 396 and name 
assign (segid 3A4 and resid 396 and name 
assign (segxd 3A4 and resid 396 and name CA . 
30 assxgn (segxd 3A4 and resid 396 and name CA ) 
assxgn (segxd 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and resxd 396 and name CA ) 
35 assign (segxd 3A4 and resid 396 and name CA ) 
assign (segxd 3A4 and resxd 396 and name CA ) 
assign (segid 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and resid 396 and name CA ) 
40 assxgn (segid 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and zesxd 396 and name CA ) 
assign (segxd 3A4 and resid 396 and name CA ) 
assign (segxd 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and resid 396 and name CA ) 
45 assign (segxd 3A4 and resid 396 and name CA ) 
assxgn (segxd 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and resxd 396 and name CA ) 
assign (segid 3A4 and resxd 396 and name CA ) 
assign (segxd 3A4 and resxd 396 and name CA ) 
50 assign (segxd 3A4 and resid 396 and name CA ) 
assign (segxd 3A4 and resxd 396 and name CA ) 
assign (segid 3A4 and resxd 396 and name CA ) 
assign (segxd 3A4 and resxd 396 and name CA ) 
assxgn (segxd 3A4 and resxd 396 and name CA > 
55 assxgn (segxd 3A4 and resxd 396 and name CA > 
assxgn (segxd 3A4 and resid 396 and name CA ) 
assxgn (segxd 3A4 and resxd 396 and name CA ) 
assxgn (segxd 3A4 and resxd 396 and name CA > 
assxgn (segxd 3A4 and resxd 396 and name CA ) 
60 assign (segxd 3A4 and resid 396 and name CA ) 
assign (segxd 3A4 and resxd 396 and name CA ) 
assxgn (segxd 3A4 and resid 396 and name CA > 
assign (segxd 3A4 and resid 396 and name CA ) 
assign (segxd 3A4 and resxd 396 and name CA ) 
65 assign (segid 3A4 and resid 396 and name CA ) 
assign (segxd 3A4 and resid 396 and name CA ) 
assign (segid 3A4 and resid 396 and name CA ) 
assign (segxd 3A4 and resid 396 and name CA ) 
assign (segxd 3A4 and resxd 396 and name CA ) 



(segid 3A4 and resxd 397 and name O ) 
(segxd 3A4 and resxd 398 and name C > 
(segid 3A4 and ros>id 398 and name CA ) 
(segxd 3A4 and resxd 398 and name CB ) 
(segxd 3A4 and resxd 398 and name CD1) 
(segxd 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name H ) 
(segid 3A4 and resid 398 and name 0 
(segid 3A4 and resxd 399 and name C 
(segid 3A4 and resxd 399 and name CA 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 399 and name M 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 400 and name C . 
(segxd 3A4 and resxd 400 and name CA ) 
(segxd 3A4 and resxd 400 and name CB ) 
(segid 3A4 and resxd 400 and name N J 
(segxd 3A4 and resxd 400 and name O ) 
(segid 3A4 and resxd 401 and name CA ) 
(segid 3A4 and resxd 401 and name N ) 
(segxd 3A4 and resxd 402 and name N ) 



and name C1C) 
and name C2C) 
and name C3C) 
and name C4B) 
and name CAB) 
and name CHC) 
and name CMC) 



assxgn iseg*a . - 

70 assign (segxd 3A4 and resxd 396 and name CA ) 



assign — - — — - 

assign (segid 3A4 and resxd 396 and name CA 

assxgn (segxd 3A4 and resid 396 and name CA 
assign 



isegxu ouu — ' 

(segxd 3A4 and resxd 396 and name CB ) 



75 



80 



assxgn iseg*u 

assign (segxd 3A4 and resxd 396 and name CB 
assign (segxd 3A4 and resid 396 and name CB 
assign (segxd 3A4 and resxd 396 and name CB 
assign (segid 3A4 and resid 396 and name CB 
assign (segxd 3A4 and resxd 396 and name CB , 
assxgn (segid 3A4 and resid 396 and name CB ) 
assign (segid 3A4 and resid 396 and name CB J 
assign (segid 3A4 and resid 396 and name CB ) 
assign (segid 3A4 and resid 396 and name CB ) 
assign (segid 3A4 and resid 396 and name CB ) 



(segid HEM and resid 
(segid HEM and resxd 
(segxd HEM and resxd 
(segid HEM and resid 
(segid HEM and resxd 
(segid HEM and resid 
(segid HEM and resxd 

(segid 3A4 and resid 396 and name C ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 396 and name O ) 
(segid 3A4 and resid 39*7 and name C ) 
(segid 3A4 and resxd 397 and name CA ) 
(segxd 3A4 and resid 397 and name CB ) 
(segxd 3A4 and resid 397 and name N ) 
(segid 3A4 and resxd 397 and name O ) 
(segxd 3A4 and resxd 398 and name C ) 
(segxd 3A4 and resxd 398 and name CA ) 
(segxd 3A4 and resid 398 and name CB ) 
(segxd 3A4 and resid 398 and name CDl) 
(segxd 3A4 and resid 398 and name CG 1 
(segxd 3A4 and resxd 398 and name N ) 
(segxd 3A4 and resxd 398 and name O ) 
(segxd 3A4 and resxd 399 and name C ) 
(segxd 3A4 and resxd 399 and name CA ) 
(segxd 3A4 and resid 399 and name CB ) 
(segxd 3A4 and resid 399 and name N ) 
(segxd 3A4 and resxd 399 and name O ) 
(segxd 3A4 and resid 400 and name C ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name N ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resxd 404 and name CA > 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resxd 405 and name CA ) 
(segxd 3A4 and resxd 405 and name CB > 
(segxd 3A4 and resxd 406 and name CA ) 
(segxd 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segxd 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid HEM and resxd 1 
(segid HEM and resid 1 
(segid HEM and resxd 1 
(segid HEM and resxd 1 
(segid HEM and resxd 1 
(segxd 3A4 and resxd 397 

(segid 3A4 and resxd 397 

(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resxd 397 and name N ) 
(segxd 3A4 and resxd 397 and name O ) 
Isegid 3A4 and resxd 398 and name C ) 
(segxd 3A4 and resxd 398 and name CA ) 
(segid 3A4 and resxd 398 and name CB ) 
(segid 3A4 and resxd 398 and name N ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 



and name C1C) 
and name C2C) 
and name C3C) 
and name CHC) 
and name CMC) 
and name C ) 
and name CA ) 



3.82 
4.60 
4.52 
5.34 
7.13 
6.18 
3.33 
5.70 
4.90 
4.57 
4.35 
3.84 
6.12 
6.12 
5.09 
4.67 
4.18 
7.28 
7.23 
5.96 
7.84 
6.85 
6.28 
7.12 
7.68 
7.35 
6.75 
5.28 
1.53 
1.54 
2.40 
4.42 
3.82 
4.85 
2.45 
5.29 
5.55 
5.54 
6.06 
7.62 
6.92 
4.45 
6.68 
5.72 
5.15 
4.49 
4.59 
6.93 
7.35 
6.19 
5.85 
5.19 
8.61 
7.31 
9.98 
9.60 
10.55 
9.75 
12.11 
11.66 
14.19 
13.95 
15.34 
16.48 
15.76 
18.05 
17.58 
7.33 
6.64 
7.22 
7.47 
5.79 
5.47 



0.07 
0.05 
0.04 
0.06 
0.12 
0.04 
0.02 
0.05 
0.06 
0.10 
0.15 
0.10 
0.06 
O.06 
0.03 
0.11 
0.04 
0.06 
0.05 
0.06 
0.06 
0.18 
0.28 
0.27 
0.10 
0.21 
0.17 
0.37 
0.01 
0.01 
0.03 
0.04 
0.01 
0.02 
0.02 
0.06 
0.08 
0.08 
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(segid 
(segid 
( segid 
[segid 
(segid 
( segid 
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(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
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(segid 
(segid 
(segid 
(segid 
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(segid 
(segid 
(segid 



3A4 and 
3A4 and 
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3A4 and 
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cesid 396 and name CB 
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resid 396 and name CB 
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resid 396 and name CB 
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resid 396 and name CB 
resid 396 and name CB 
resid 396 and name CB 
resid 396 and name CB 
resid 396 and name CB 
resid 396 and name CB 
resid 396 and name CB 
resid 396 and name CB 
resid 396 and name N 
resid 396 and name H 
resid 396 and name N 
resid 396 and name N 
resid 396 and name N 
resid 396 and name N 
resid 396 and name N 
resid 396 and name N 
resid 396 and name N 
resid 396 and name N 
resid 396 and name N 
resid 396 and name N 
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resid 396 and name N 
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resid 396 and name N 
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and lesid 399 and name CB ) 
and resid 399 and name N ) 



and resid 400 and name CA ) 
and resid 400 and name CB ) 
and resid 400 and name N ) 
and resid 401 and name CA ) 
and resid 402 and name CA ) 
and resid 402 and name CB ) 
and resid 403 and name CA ) 
and resid 403 and name CB ) 
and resid 404 and name CA ) 
and resid 404 and name CB ) 
and resid 405 and name CA ) 
and resid 405 and name CB ) 
and resid 406 and name CA ) 
and resid 407 and name CA ) 
and resid 407 and name CB ) 
and resid 409 and name CA ) 
and resid 408 and name CB ) 
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and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



and name C1C) 
and name C2C) 
and name C3C) 
and name C4C) 
and name CAC) 
and name CBC) 
and name CHC) 
and name CMC) 



and resid 396 and name C ) 
and resid 396 and name CA ) 
and resid 396 and name CB ) 
and resid 396 and name O ) 
and resid 397 and name C ) 
and resid 397 and name CA ) 
and resid 397 and name CB ) 
and resid 397 and name N ) 
and resid 397 and name O > 
and resid 398 and name C ) 
and resid 398 and name CA ) 
and resid 398 and name CB ) 
and resid 398 and name CD1) 
and resid 398 and name CG ) 
and resid 398 and name M ) 
and resid 398 and name O ) 
and resid 399 and name C ) 
and resid 399 and name CA ) 
and resid 399 and name CB ) 
and resid 399 and name N ) 
and lesid 399 and name O ) 
and resid 400 and name CA ) 
and resid 400 and name CB ) 
and resid 400 and name N ) 
and resid 1 and name C1C) 
and resid 1 and name C2C) 
and resid 1 and name CHC) 
and resid 1 and name CMC) 
and resid 396 and name CB ) 
and resid 397 and name C ) 
and resid 397 and name CA ) 
and resid 397 and name CB ) 
and resid 397 and name N ) 
and resid 397 and name O ) 
and resid 398 and name C ) 
and resid 398 and name CA ) 
and resid 398 and name CB ) 
and resid 398 and name CD1) 
and resid 398 and name CG ) 
and resid 398 and name N ) 
and resid 398 and name O ) 
and resid 399 and name C ) 
and resid 399 and name CA ) 
and resid 399 and name CB ) 
and resid 399 and name M ) 
and resid 399 and name O ) 
and resid 400 and name C ) 
and resid 400 and name CA ) 
and resid 400 and name CB ) 
and resid 400 and name N ) 
and resid 400 and name O ) 
and resid 401 and name C ) 
and resid 401 and name CA ) 
and resid 401 and name N ) 
and resid 402 and name N ) 
and resid 403 and name CB ) 
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assign (segid 3A4 and resid 396 and name O 1 
assign (segid 3A4 and resid 396 and name O ) 
assign (segid 3A4 and resid 396 and name O ) 
assign (segid 3A4 and resid 396 and name O ) 
5 assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 39*7 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
10 assign (segid 3A4 and resid 397 and name C ) 
assign {segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C > 
assign (segid 3A4 and resid 397 and name C > 
assign (segid 3A4 and resid 397 and name C ) 
15 assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C > 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and res id 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
20 assign (seqid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and tesid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
25 assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
30 assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
35 assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
assign (segid 3A4 and resid 397 and name C ) 
40 assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
45 assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 ana name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
50 assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
55 assign (segid 3A4 and resid 397 and name CA J 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
60 assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA > 
65 assign (segid 3A4 and resid 397 and name CA J 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
70 assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA J 
assign (segid 3A4 and resid 397 and name CA J 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and restd 397 and name CA ) 
75 assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
80 assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA ) 
assign (segid 3A4 and resid 397 and name CA > 
assign (segid 3A4 and resid 397 and name CA ) 



(segid 3A4 and tesid 403 and name N ) 
(segid HEM and resid 1 and name C2C) 
(segid HEM and resid 1 and name CHC) 
(segid HEM and lesid 1 and name CMC) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 397 and name O ) 
(segid 3A4 and resid 398 and name C ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 398 and name CDl) 
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and name C1CJ 
and name C2C) 
and name C3B) 
and name C4B) 
and name CAB) 
and name CBB) 
and name CHC) 
and name CMC) 



(segid 3A4 and resid 398 and name CG ) 
I segid 3A4 and resid 398 and name N ) 
(segid 3A4 and resid 398 and name O ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid 3A4 and resid 399 and name O ) 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and resid 400 and name CA ) 
I segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name N ) 
(segid 3A4 and resid 400 and name O ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N 
(segid 3A4 and resid 401 and name 0 
(segid 3A4 and resid 402 and name CA 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 402 and name N 
(segid 3A4 and lesid 403 and name N 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid HEM and resid 1 
(segid 3A4 and resid 397 and name C > 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 397 and name O ) 
(segid -3A4 and lesid 398 and name C ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and lesid 398 and name CB ) 
(segid 3A4 and resid 398 and name CDl) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name N ) 
(segid 3A4 and resid 398 and name 0 ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid 3A4 and resid 399 and name O ) 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and lesid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name H ) 
(segid 3A4 and resid 400 and name O ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 4 01 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
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) 
) 
) 
) 
) 
) 
) 
) 



3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
HEM and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 



1 
1 

397 



resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
xesid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
•xesid 
resid 
resid 
resid 
resid 
resid 



400 and 
400 and 

400 and 

401 and 
401 and 

1 and 
1 and 
1 and 
1 and 
1 and 
1 and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 



398 and 
398 and 
398 and 
398 and 
398 and 
398 and 

398 and 

399 and 
399 and 
399 and 
399 and 

399 and 

400 and 
400 and 
400 and 
400 and 

400 and 

401 and 
401 and 
401 and 

401 and 

402 and 
402 and 
402 and 

402 and 

403 and 
1 and 



name CB ) 
name N ) 
name O ) 
name CA ) 
name N ) 
name C1C) 
name C2B) 
name C2C) 
name C3B) 
name C3C) 
name C4B) 
name C4C) 
name CAB) 
name CAC) 
name CBB) 
name CBC) 
name CHC) 
name CMC) 
name NB ) 
name KC ) 
name CB ) 
name C ) 
name CA ) 
name CB ) 
name CD1) 
name CG ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 



and 
and 
and 
and 
and 



398 and 
398 and 
398 and 

398 and 

399 and 
399 and 
399 and 
399 and 

399 and 

400 and 
400 and 
400 and 
400 and 

400 and 

401 and 
401 and 
401 and 

401 and 

402 and 
402 and 
402 and 
402 and 

402 and 

403 and 
403 and 

403 and 

404 and 
398 and 
398 and 
398 and 



name N 
name o 
name C 
name CA 
name CB 
name N 
name O 
name C 
name CA ) 
name N ) 
name 0 ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name N ) 
name C3B) 
name C4B) 
name CAB) 
name CBB) 
name CHC) 
name CMC) 
name CB ) 
name CD1) 
name CG ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 



name N 
name O 
name C 
name CA 
name N 
name O 
name C 
name CA ) 
name CB ) 
name N ) 
name O ) 
name CA ) 
name CB ) 
name N ) 
name N ) 
name C ) 
name CB ) 
name CD!) 



5.17 
4.91 
7.70 
7*23 
6.11 
5-84 
7.83 
5.47 
6.71 
6.42 
6.46 
7.19 
6.14 
6.98 
6.60 
6.84 
5.61 
4.62 
7,47 
6.88 
3.27 
3.04 
2.75 
4.22 
6.29 
4.85 
2.24 
3.59 
4.16 
4.43 
5.38 
3.45 
5.00 
3.93 
3.93 
3.82 
3.48 
5.10 
5.02 
3.89 
3.06 
6.15 
7.27 
6.39 
6.59 
5.02 
6.97 
7.10 
7.53 
5.99 
5.74 
7.04 
6.71 
2.48 
4.94 
3.85 
1.24 
3.04 
2.44 
3.71 
1.33 
3.78 
4.61 
4.58 
5.33 
3.43 
5.65 
4.89 
4.63 
3.92 
6.10 
6.00 
4.98 
4. SO 
4.11 
7.18 
7.09 
7.08 
5.83 
7.74 
1.52 
1.51 
3.84 



0.13 
0.04 
0.07 
0.07 
0.07 
0.19 
0.08 
0.27 
0.11 



0.26 
0.10 
0.20 
0.19 
0.28 
0.23 
0.48 
0.16 
0.37 
0.10 
0.15 
0.05 
0.06 
0.05 
0.07 
0.11 
0.10 
0.01 
0.0S 
0.18 
0.14 
0.14 
0.12 
0.24 
0.08 
0.19 
0.27 
0.17 
0.06 
0.08 
0.06 
0.05 
0.08 
0.05 
0.07 
0.09 
0.06 
0.09 
0.24 
0.22 
0.24 
0.29 
0.20 
0.28 
0.02 
0.07 
0.02 
0.01 
0.04 
0.01 
0.03 
0.01 
0.11 
0.09 
0.11 
0.14 
0.11 
0.11 
0.08 
0.07 
0.07 
0.07 
0.06 
0.10 
0.12 
0.07 
0.08 
0.06 
0.08 
0.05 
0.07 
0.01 
0.02 
0.05 



0.13 
0.03 
0.07 
0.07 
0.07 
0.18 
0.08 
0.28 
0.11 
0.26 
0.10 
0.20 
0.19 
0.27 
0.24 
0.48 
0.16 
0.36 
0.10 
0.15 
0.06 
0.05 
0.05 
0.06 
0.10 
0.10 
0.02 
0.04 
0.18 
0.15 
0.13 
0.13 
0.23 
0.08 
0.19 
0.28 
0.17 
0.05 



08 
06 
.04 
.08 
.04 
.07 
.08 
.07 
.10 
.25 
0.21 
0.25 
0.28 
0.20 
0.28 
0.02 
0.07 
0.02 
0.00 
0.04 
0.01 
0.02 
0.00 
0.10 
0.09 
0.10 
0.13 
0.11 
0.12 
0.07 
0.07 
0.06 
0.08 
0.06 
0.10 
0.12 
0.08 
0.08 
0.05 
0.07 
0.04 
0.06 
0.01 
0.02 
0.05 



573 



assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and rosid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and res id 398 and name CA ) 
5 assign (segid 3A4 and resid 398 and name CA ) 
assign Uegid 3A4 and resxd 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA ) 
assign {segid 3A4 and resxd 398 and name CA ) 
assign {segid 3A4 and resxd 398 and name CA ) 
10 assign {segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA ) 
assign (segxd 3A4 and resxd 398 and name CA ) 
15 assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA ) 
assign (segxd 3A4 and resxd 398 and name CA ) 
20 assign (segid 3A4 and resxd 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA ) 
assign (segxd 3A4 and resxd 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA > 
25 assign (segid 3A4 and resxd 398 and name CA ) 
assign (segid 3A4 and resxd 398 and name CA ) 
assign (segxd 3A4 and resid 398 and name CA ) 
assign (segxd 3A4 and resxd 398 and name CA ) 
assxgn (segid 3A4 and resid 398 and name CA ) 
30 assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
assxgn (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
35 assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CA ) 
40 assign (segid 3A4 and resid 398 and name CA ) 
assign (segid 3A4 and resid 398 and name CB ) 
assign (segxd 3A4 and resid 398 and name CB ) 
assxgn (segxd 3A4 and resid 398 and name CB ) 
assign (segid 3A4 and resid 398 and name CB ) 
45 assign (segid 3A4 and resid 398 and name CB ) 
assign (segid 3A4 and resid 398 and name CB ) 
assign (segid 3A4 and resid 398 and name CB ) 
assign (segid 3A4 and resid 398 and name CB ) 
assign (segxd 3A4 and resid 398 and name CB ) 
50 assign (segxd 3A4 and resid 398 and name CB ) 
assign (segxd 3A4 and resid 398 and name CB ) 
assign (segxd 3A4 and resxd 398 and name CB ) 
assign (segxd 3A4 and resid 398 and name CB ) 
assign (segid 3A4 and resid 398 and name CB ) 
55 assign (segid 3A4 and resxd 398 and name CB ) 
assign (segxd 3A4 and resxd 398 and name CB ) 
assign (segxd 3A4 and resid 398 and name CB ) 
assign (segid 3A4 and resxd 398 and name CB ) 
assign (segid 3A4 and resid 398 and name CB ) 
60 assign (segid 3A4 and resid 398 and name CB ) 
assign (segid 3A4 and resid 398 and name CB ) 
assign (segxd 3A4 and resxd 398 and name CB ) 
assign (segid 3A4 and resxd 398 and name CB ) 
assxgn (segxd 3A4 and resid 398 and name CB ) 
65 assign (segxd 3A4 and resid 398 and name CB ) 
assxgn (segid 3A4 and resid 398 and name CB ) 



(segxd 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name O ) 
(segid 3A4 and resid 399 and name C ) 
(segxd 3A4 and resid 399 and name CA ) 
(segid 3A4 and resxd 399 and name CB ) 
(segxd 3A4 and resid 399 and name N } 
(segid 3A4 and resid 399 and name O ) 
(segid 3A4 and resxd 400 and name C ) 
(segxd 3A4 and resid 400 and name CA ) 
(segxd 3A4 and resxd 400 and name CB ) 
(segxd 3A4 and resxd 4 00 and name N ) 
(segxd 3A4 and resxd 400 and name O ) 
(segid 3A4 and resxd 401 and name C ) 
(segid 3A4 and resxd 401 and name CA ) 
(segid 3A4 and resxd 401 and name N ) 
(segid 3A4 and resid 401 and name O ) 
(segxd 3A4 and resid 402 and name C ) 
(segxd 3A4 and resxd 402 and name CA ) 
(segxd 3A4 and resxd 402 and name CB ) 
(segid 3A4 and resxd 402 and name N ) 
(segxd 3A4 and resxd 403 and name CA ) 
(segxd 3A4 and resxd 403 and name CB ) 
(segid 3A4 and resid 403 and name N ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segxd 3A4 and resxd 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resxd 408 and name CA ) 
(segid 3A4 and resxd 408 and name CB ) 
(segid 3A4 and resxd 409 and name CA ) 
(segid 3A4 and resxd 409 and name CB ) 
(segid 3A4 and resxd 410 and name CA > 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid HEM and resxd 1 and name CAB) 
(segxd HEM and resxd 1 and name CBB) 
(segid 3A4 and resid 398 and name CD1) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resxd 399 and name CB ) 
(segid 3A4 and resxd 399 and name N ) 
(segxd 3A4 and resxd 399 and name O ) 
(segid 3A4 and resid 400 and name C ) 
(segxd 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name N > 
(segxd 3A4 and resxd 401 and name C ) 
(segxd 3A4 and resxd 401 and name CA ) 
(segxd 3A4 and resxd 401 and name N ) 
(segid 3A4 and resxd 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resxd 402 and name N > 
(segid 3A4 and resxd 403 and name CA ) 
(segid 3A4 and resxd 403 and name CB > 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resxd 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segxd 3A4 and resxd 406 and name CA ) 
(segxd 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 



2.55 
2.38 
4.41 
3.81 
4.86 
2.44 
5.21 
5.52 
5.54 
5.97 
4.50 
6.63 
5.67 
5.16 
4.60 
6.87 
7.22 
6.05 
5.63 
5.08 
8.46 
8.50 
7.16 
9.90 
9.53 
10.57 
9.87 
11.95 
14.10 
13.86 
15.30 
14.71 
16.61 
16.00 
18.22 
17.98 
17.50 
18.97 
7.43 
7.16 
2.48 

I. 54 
5.46 
4.54 
5.42 
3.22 
6.22 
6.92 
6.91 
7.41 
5.76 
6.78 
6.47 
6.02 
6.77 
6.07 
6.04 
9.40 
9.48 

II. 12 
10.85 
11.53 
10.73 
12.66 
15.04 
14.87 
16.37 
15.82 



70 



75 



80 



assign (segxd 3A4 and resid 398 and name CB ) . rj „ 

assign (segid 3A4 and resid 398 and name CB ) (segid 3A4 and resid 408 and name CB 15.82 

assign (segid 3A4 and resid 398 and name CB ) (segid 3A4 and resid 409 and name CA ) 17.45 

assign (segid 3A4 and resid 398 and name CB ) (segid 3A4 and resid 409 and name CB ) 16.76 

assign (segid 3A4 and resid 398 and name CB > (segid 3A4 and resid 410 and name CA J 18.98 

assign (segid 3A4 and resid 398 and name CB ) (segid 3A4 and resid 433 and name CA 18.73 

assign (segid 3A4 and resid 398 and name CDD (segid 3A4 and resid 399 and name C ) 7.9i 



assign (segid 3A4 and resid 399 and name CDD 

assign (segid 3A4 and resid 396 and name CDD 

assign (segid 3A4 and resid 398 and name COD 

assign (segid 3A4 and resid 398 and name CG ) 

assign (segid 3A4 and resid 398 and name CG ) 

assign (segid 3A4 and resid 398 and name CG ) 

assign (segid 3A4 and resid 398 and name CG ) (segid 3A4 and resid 399 and name CD > 

assign Uegid 3A4 and resid 398 and name CG ) (segid 3A4 and resid 399 and name n ) 

assign (segid 3A4 and resid 398 and name CG ) (segid 3A4 and resid 399 and name o ) 

assign (segid 3A4 and resid 398 and name CG ) (segid 3A4 and resid 400 and name H ) 



(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid 3A4 and resid 398 and name CD1) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 



6.89 
7.61 
5.62 
1.52 
6.86 
6.03 
6.90 
4.68 
7.61 
7.04 



0.02 
0.02 
0.05 
0.01 
0.03 
0.02 
0.12 
0.10 
0.12 
0.17 
0.11 
0.13 
0.13 
0.09 
0.07 
0.14 
0.10 
0.13 
0.13 
0.11 
0.07 
0.09 
0.07 
0.10 
0.11 
0.15 
0.13 
0.15 
0.08 
0.11 
0.14 
0.24 
0.41 
0.S9 
0.41 
0.38 
0.60 
0.40 
0.25 
0.25 
0.06 
0.02 
0.02 
0.02 
0.04 
0.02 
0.09 
0.10 
0.11 
0.16 
0.09 
0.15 
0.12 
0.08 
0.16 
0.15 
0.13 
0.06 
0.07 
0.12 
0.14 
0.20 
0.19 
0.13 
0.08 
0.12 
0.18 
0.28 
0.45 
0.63 
0.40 
0.43 
0.05 
0.09 
0.12 
0.09 
0.01 
0.03 
0.03 
0.05 
0.04 
0.12 
0.11 



0.02 
0.02 
0.04 
0.02 
0.04 
0.01 
0.12 
0.11 
0.11 
0.18 
0.12 
0.12 
0.12 
0.09 
0.08 
0.13 
0.10 
0.12 
0.14 
0.12 
0.08 
0.10 
0.07 
0.09 
0.12 
0.14 
0.13 
0.15 
0.07 
0.10 
0.15 
0.23 
0.41 
0.59 
0.40 
0.39 
0.60 
0.40 
0.24 
0.25 
0.05 
0.01 
0.03 
0.01 
0.04 
0.02 
0.09 
0.10 
0.10 
0.15 
0.09 
0.16 
0.12 
0.08 
0.15 
0.16 
0.14 
0.06 
0.06 
0.11 
0.14 
0.20 
0.20 
0.12 
0.09 
0.13 
0.19 
0.29 
0.45 
0.62 
0.40 
0.42 
0.06 
0.08 
0.12 
0.08 
0.01 
0.04 
0.03 
0.06 
0.03 
0.12 
0.11 
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assign (segvd 3A4 and resid 398 and name CG ) 
assiqn (segid 3A4 and reaxd 398 and name CG ) 
assign (segid 3*4 and resid 398 and name CG 
asaxgn solid 3A4 and resid 398 and name CG 
(segid 3A4 and resid 398 and name CG 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name CG ) 
--" and resid 398 and name N ) 



10 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 401 and name C 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 401 and name N 
(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 402 and name N 

. . * % n Mama C 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



15 



20 



25 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



30 



35 



40 



45 



assign 
assign 
'assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



) 

) 

) 

) 

) 

) 

) 

) 

) 
) 
> 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
> 
) 



50 



55 



and resid 398 and name N 
and resid 398 and name N 
assign eyx« ^ and resid 398 and name N 
assign (segid 3A4 and resid 398 and name N 
assign (segid 3A4 and resid 398 and name N 
assign (segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
[segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name H 
(segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name n 
(segid 3A4 and resid 398 and name N 
assign (segid 3A4 and resid 398 and name N 
assign (segid 3A4 and resid 398 and name N 
assign (segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name N 
assign (segid 3A4 and resid 398 and name N 
assign (segid 3A4 and resid 398 and name N 
assign (segid 3A4 and resid 398 and name H 
assign (segid 3A4 and resid 398 and name N 
(segid 3A4 and resid 398 and name « 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name 0 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name 0 
(segid 3A4 and resid 398 and name O 
ass.qn (segid 3A4 and resid 398 and name O 
assign (segid 3A4 and resid 398 and name O 
assign (segid 3A4 and resid 398 and name O 
assign (segid 3A4 and resid 398 and name O 
{segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and res id 398 and name O 
assign (segid 3A4 and resid 398 and name 0 
assign (segid 3A4 and resid 398 and name O 
assign (segid 3A4 and resid 398 and name O 
assign (segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name 0 
(segid 3A4 and resid 398 and name O 
(segid 3A4 and resid 398 and name O 
assign (segid 3A4 and resid 398 and name O 
assign (segid 3A4 and resid 398 and name 0 
assign (segid 3A4 and resid 398 and name O 
assign (segid 3A4 and resid 399 and name C 
assign (segid 3A4 and resid 399 and name C 
assign (segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
- - and resid 399 and name C 
and resid 399 and name C 
and resid 399 and name C 
l8(iUW ^, and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A1 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 



(segid HEM and resid 1 and name CAB) 
(segid HEM and resid 1 and name CBB) 
(3egid 3A4 and resid 398 and name C ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB > 
(segid 3A4 and resid 398 and name CDl) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 398 and name O ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 



(segid 3A4 and resid 399 and name N 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 400 and name C 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 400 and name N 
(segid 3A4 and resid 400 and name O 
(segid 3A4 and resid 401 and name C 
(segid 3A4 and resid 401 and name CA 1 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 401 and name 0 ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB j 
(segid 3A4 and resid 402 and name N ) 



1 and name C3B) 
1 and name C4B) 
1 and name CAB) 
1 and name CBB) 
1 and name CHC) 
1 and name CMC) 
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70 
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80 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 

(segid 3A4 and resid 398 and name CB > 
(segid 3A4 and resid 398 and name CDl) 
(segid 3A4 and resid 398 and name CG ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name N ) 
(segid 3A4 and resid 399 and name O ) 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name N ) 
(segid 3A4 and resid 400 and name O ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name CA ) 
( segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name C ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name O 
(segid 3A4 and resid 403 and name C ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name O ) 
(segid 3A4 and resid 400 and name c ) 
(segid 3A4 and resid 400 and name CA > 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name M ) 
(segid 3A4 and resid 400 and name O ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(seaid 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name c ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(seqxd 3A4 and resid 402 and name N ) 
(seaid 3A4 and resid 402 and name O ) 
[seqxd 3A4 and resid 403 and name C ) 
seaid 3A4 and rosid 403 and name CA ) 
(seqxd 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name N ) 



7.63 
1.21 
6.94 
7.18 
7.03 
7.60 
7.34 
2.45 
1.45 
2.44 
4.39 
3.12 
3.52 
4.70 
4.20 
4.94 
2.78 
5.71 
S.6T 
5.42 
5.51 
4.44 
6.86 
6.43 
5.64 
4.86 
7.64 
7.14 
6.86 
6.03 
1.26 
7.52 
6.47 
6.42 
7.12 
7.03 
3.21 
5.52 
4.45 
3.03 
2.77 
4.24 
2.24 
3.37 
4.27 
4.57 
5.56 
3.64 
5.14 
3.93 
3.97 
3.53 
5.10 
4.90 
3.79 
3.35 
3.01 
6.04 
7.15 
6.24 
6.45 
4.89 
6.91 
2.50 
1.24 
3.00 
2.43 
3.68 
1.32 
3.82 
4.56 
4.47 
3.30 
5.60 
4.90 
4.66 
4.54 
3.91 
6.10 
5.96 
4.94 
4.46 
4.09 



0.15 
0-13 
0.10 
0.10 
0.12 
0.28 
0.41 
0.02 
0.00 
0.03 
0.08 
0.06 
0.03 
0.05 
0.03 
0.06 
0.03 
0.12 
0.08 
0.11 
0.19 
0.10 
0.09 
0.10 
0.07 
0.06 
0.10 
0.10 
0.12 
0.09 
0.21 
0.20 
0.21 
0.23 
0.21 
0.32 
0.04 
0.09 
0.05 
0.05 
0.03 
0.04 
0.01 
0.12 
0.16 
0.17 
0.16 
0.15 
0.18 
0.14 
0.14 
0.15 
0.13 
0.10 
0.11 
0.12 
0.12 
0.11 
0.10 
0.10 
0.10 
0.09 
0.16 
0.02 
0.02 
0.07 
0.01 
0.05 
0.01 
0.09 
0.12 
0.13 
0.13 
0.14 
0.10 
0.10 
0.12 
0.10 
0.10 
0..14 
0.08 
0.06 
0.09 



0.15 
0.13 
0.09 
0.11 
0.11 
0.28 
0.41 
0.02 
0.01 
0.O3 
0.07 
0.06 
0.02 
0.06 
0.03 
0.06 
0.04 
0.12 
0.08 
0.12 
0.19 
0.09 
0.09 
0.11 
0.08 
0.07 
0.11 
0.10 
0-11 
0.09 
0.20 
0.20 
0.22 
0.22 
0.21 
0.32 
0.04 
0.10 
0.06 
0.05 
0.02 
0.04 
0.02 
0.11 
0.17 
0.17 
0.16 
0.16 
0.18 
0.14 
0.15 
0.15 
0.13 
0.10 
0.12 
0.12 
0.12 
0.11 
0.11 
0.09 
0.10 
0.09 
0.16 
0.02 
0.01 
0.06 
0.01 
0.04 
0.02 
0.10 
0.12 
0.14 
0,13 
0.14 
0.09 
0.10 
0.11 
0.11 
0.12 
0.14 
0.08 
0.06 
0.10 
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575 



assign (segld 3A4 and resid 399 and name C 
assign (segid 3A4 and resid 399 and name C 
assign (segid 3A4 and resid 399 and name C 
assign (segid 3A4 and resid 399 and neme C 
5 assign (segid 3A4 and resid 399 and name C 
assign (segld 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA 
assign (segid 3A4 and resid 399 and name CA ) 
10 assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign Isegid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA 
assign (segid 3A4 and resid 399 and name CA ) 
15 assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and xesid 399 and name CA 
assign (segid 3A4 and resid 399 and name CA ) 
20 assign (segid 3A4 and resid 399 and name CA 
assign (segid 3A4 and resid 399 and name CA 
assign (segid 3A4 and resid 399 and name CA > 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA J 
25 assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA [ 
30 assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA 



(segid 3A4 and resid 403 and name O ) 
(segid 3A4 and lesid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and xesid 405 and name N ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name 0 ) 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name N ) 
(segid 3A4 and resid 400 and name O ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name C > 
(segid 3A4 and resid 402 and name CA ) 



35 



assign laeyiu — - 

assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CA ) 
40 assign (segid 3A4 and resid 399 and name CA 
assign (segid 3A4 and resid 399 and name CA ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
45 assign (segid 3A4 and resid 399 and name CB 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
50 assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
55 assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 
assign (segid 3A4 and resid 399 and name CB ) 



60 



65 



70 



75 



80 
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(segid 3A4 and resid 402 and name CB 
(segid 3A4 and resid 402 and name M 
(segid 3A4 and resid 402 and name O 
(segid 3A4 and resid 403 and name C 
(segid 3A4 and resid 403 and name CA 
(segid 3A4 and resid 403 and name CB 
(segid 3A4 and resid 403 and name N 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 40S and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and tesid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and cesid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 400 and name C 
(segid 3A4 and resid 400 and name CA 
[segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 400 and name N 
(segid 3A4 and resid 400 and name 0 
(segid 3A4 and resid 401 and name C 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 401 and name N 
(segid 3A4 and resid 402 and name C 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name N ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 4 04 and name CB ) 
(segid 3A4 and resid 405 and name CA > 



asaian (segid 3A4 and resid 399 and name CB ) isegiu .mm ^ Zkl 7'* ™I rn 

ass^n segid 3A4 and resid 399 and name CB ) (segid 3A4 and resid 405 and name CB 
assign isegia ^ f MM vd 3A4 and resid 406 and name CA 



assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 399 and name CB 
assign Isegid 3A4 and resid 399 and name CB 
assign (segid 3A4 and resid 399 and name CB 
assign (segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 399 and name N 
(segid 3A4 and resid 399 and name N 
assign (segid 3A4 and resid 399 and name N 
assign (segid 3A4 and resid 399 and name 
assign (segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
ag^yn (segid 3A4 and resid 399 and name 
assign (segid 3A4 and resid 399 and name 
assign (segid 3A4 and resid 399 and name 
assign (segid 3A4 and resid 399 and name 
assign (segid 3A4 and resid 399 and name N 
assign (segid 3A4 and resid 399 and name M 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
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(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 399 and name C 1 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name 0 > 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 



(segid 3A4 and resid 400 and name N 
(segid 3A4 and resid 400 and name 0 
(segid 3A4 and resid 401 and name C 
(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 401 and name N 
(segid 3A4 and resid 401 and name O 
(segid 3A4 and resid 402 and name C 



7.13 
7.02 
7-02 
5.77 
7.71 
1.53 
1.52 
2.40 
4.40 
3.81 
4.85 
2.45 
5.29 
5.S2 
5.49 
4.42 
6.63 
5.69 
5.22 
4.66 
4.64 
6.88 
7.17 
5.99 
5.55 
5.06 
8.41 
8.46 
7.11 
9.97 
9.75 
10.49 
12.08 
11.60 
14.04 
13.76 
15.70 
15.32 
16.63 
18.33 
17.75 
5.39 
4.44 
5.27 
3.10 
6.24 
6.92 
6.82 
5.62 
6.86 
6.59 
5.97 
6.09 
6.77 
6.04 
6.08 
9.33 
9.41 
11.22 
11.10 
11.54 
12.87 
12.26 
15.01 
14.80 
16.82 
16.51 
17.54 
18.50 
2.44 
1.46 
2.45 
3.44 
4.69 
4.23 
4 
2 
5, 
5 
5 
4 
6 



0.13 
0.20 
0.23 
0.19 
0.20 
0.01 
0.01 
0.02 
0.04 
0.01 
0.07 
0.02 
0.09 
0.08 
0.09 
O.09 
0.09 
0.08 
0.06 
0.10 
0.06 
0.08 
0.15 
0.11 
0.12 
0.10 
0.17 
0.19 
0.17 
0.14 
0.20 
0.13 
0.20 
0.23 
0.12 
0.08 
0.40 
0.59 
0.52 
0.36 
0.40 
0.08 
0.07 
0.10 
0.08 
0.10 
0.11 
0.09 
0.10 
0.13 
0.08 
0.09 
0.08 
0.19 
0.22 
0.16 
0.28 
0.30 
0.20 
0.24 
0.17 
0.29 
0.34 
0.22 
0.15 
0.43 
0.62 
0.59 
0.47 
0.03 
0.01 
0.04 
0.06 
0.02 
0.04 
0.09 
0.04 
0.07 
0.02 
0.04 
0.05 
0.03 
0.04 



0.13 
0.20 
0.22 
0.19 
0.19 
0.00 
0.02 
0.02 
0.04 
0.02 
0.06 
0.01 
0.09 
0.08 
0.09 
0.08 
0.09 
0.07 
0.07 
0.09 
0.07 
0.08 
0.14 
0.11 
0.13 
0.10 
0.17 
0.18 
0.17 
0.14 
0.20 
0.13 
0.20 
0.23 
0.11 
0.08 
0.40 
0.60 
0.53 
0.36 
0.40 
0.08 
0.06 
0.10 
0.08 
0.11 
0.10 
0.09 
0.09 
0.12 
0.09 
0.09 
0.07 
0.19 
0.22 
0-17 
0.29 
0. 
0. 
0 
0 
0 
0 
0 



.97 
.86 
.75 
61 
33 
33 
.81 
6.39 



,29 
.19 
.25 
.16 
.28 
.33 
.21 
0.16 
0.43 
0.62 
0.60 
0.48 
0.04 
0.01 
0.04 
0.06 
0.01 
0.04 
0.09 
0.04 
0.08 
0.02 
0.05 
0.04 
0.03 
0.03 
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70 



75 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 399 and name N 
(sag id 3A4 and resid 399 and name N 
(segid 3A4 and res id 399 and name N 
(segid 3A4 and resid 399 and name N 
(segid 3A4 and resid 399 and name H 
(segid 3A4 and resid 399 and name N 
(segid 3A4 and resid 399 and name N 
(segid 3A4 and resid 399 and name 0 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 399 and name O 



laa^iu jjii — 

(segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(sogid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(segid 3A4 and resid 399 and name 
(segid 3A4. and resid 399 and name O 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 399 and name O 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name C 
(segid 3A4 and resid 399 and name < 
(segid 3A4 and resid 399 and name < 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
apoj-y« (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
oo^.. (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



45 



50 



55 



assign 
assign 
assign 
assign 



assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



39 and name CB ) (segid 3A4 and resid 258 and name CB ) 18.47 
39 and name CB ) (segid 3A4 and resid 310 and name CA 17.83 
39 and name CB ) (segid 3A4 and resid 310 and name CB 17.92 
39 and name CB ) (segid 3A4 and resid 311 and name CA 17.91 
39 and name CB ) (segid 3A4 and tesid 312 and name CA 
39 and name CB ) (segid 3A4 and resid 313 and name CA 
39 and name CB ) (segid 3A4 and resid 313 and name CB 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 15.03 
(segid 3A4 and resid 318 and name CB ) 16.11 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(aegid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A1 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 327 and name CA ) 
(segid 3A4 and resid 327 and name CB ) 
(segid 3A4 and resid 328 and name CA ) 
(segid 3A4 and resid 329 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name C ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 344 and name O ) 
(segid 3A4 and resid 345 and name C ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 345 and name N 
(segid 3A4 and resid 346 and name C ) 
(segid 3A4 and resid 346 and name CA > 
(segid 3A4 and resid 346 and name CB 
(segid 3A4 and resid 346 and name M ) 
(segid 3A4 and resid 346 and name O ) 
(segid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 349 and name CA 
(segid 3A4 and resid 349 and name CB 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB 
(segid 3A4 and resid 350 and name N 
segid 3A4 and resid 351 and name CA 
segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA 
39 and name CB ) (segid 3A4 and resid 353 and name CB 
(segid 3A4 and resid 354 and name CA ) 
segid 3A4 and resid 354 and name CB 
segid 3A4 and resid 355 and name CA ) 
segid 3A4 and resid 355 and name CB 
segid 3A4 and resid 356 and name CA 
^9 and name CB i (segid 3A4 and resid 356 and name CB 
39 and name CB ) (segid 3A4 and resid 357 and name CA ) 



39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB } 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 



39 and name CB 
39 and name CB 
39 and name CB 
39 and name CB 



39 and name CB 
39 and name.CB . 
39 and name CB ) 
39 and name CB ) 
39 and name CB 



18.64 
15.60 
15.48 
13.42 
13.74 
15.48 
16.95 
15.94 
13.04 



12.90 
12.72 
10.98 
11.44 
10.35 
14.22 
15.62 
14.77 
14.78 
17.77 
17.84 
18.96 
19-32 
18.56 
15.75 
14.62 
14.97 
16.14 
11.50 
10.46 
12.03 
15.51 
15.04 
16.60 
18.10 
15.40 
14.03 
18.46 
19.13 
18.84 
16.38 
15.88 
14.19 
10.49 
9.72 
7.65 
9.06 
10.04 
7.37 
5.79 
5.55 
5.01 
6.89 
5.91 
6.51 
7.21 
5.77 
5.50 
6.28 
7.15 
9.22 
8.05 
7.71 
5.90 
4.87 
6.31 
9.12 
11.15 
11.70 
10.08 
8.89 
13.61 
14.58 
13.06 
12.38 
11.95 
10.55 
14.10 



0.72 
0.45 
0.44 
0.46 
0.55 
0.51 
0.46 
0.51 
0.49 
0.61 
0.59 
0.77 
0.69 
0.94 
0.89 
0.98 
1.09 
0.89 
0.33 
0.40 
0.35 
0.32 
0.39 
0.36 
0.46 
0.50 
0.41 
0.48 
0.51 
0.69 
0.68 
0.87 
0.93 
0.87 
0.86 
0.99 
0.85 
0.76 
0.59 
0.61 
0.49 
0.46 
0.37 
0.29 
0.44 
0.37 
0.44 
0.30 
0.25 
0.38 
0.19 
0.15 
0.25 
0.24 
0.58 
0.35 
0.32 
0.25 
0.71 
0.64 
0.58 
0.53 
0.75 
0.73 
0.76 
0.73 
0.62 
0.65 
0.45 
0.56 
0.47 
0.49 
0.45 
0.51 
0.44 
0.53 
0.47 
0.44 
0.78 
0.87 
0.72 
0.71 
0.68 



0.72 
0.45 
0.43 
0.46 
0.54 
0.52 
0.46 
0.52 
0.49 
0.60 
0.58 
0.77 
0.69 
0.94 
0.90 
0.97 
1.09 
0.8B 
0.34 
0.40 
0.35 
0.32 
0.40 
0.36 
0.45 
0.50 
0.42 
0.48 
0.50 
0.68 
0.68 
0.87 
0.92 
0.86 
0.85 
0.99 
0.84 
0.75 
0.59 
0.60 
0.48 
0.46 
0.37 
0.29 
0.43 
0.37 
0.44 
0.30 
0.25 
0.37 
0.18 
0.14 
0.24 
0.24 
0.59 
0.35 
0.32 
0.24 
0.72 
0.64 
0.57 
0.53 
0.76 
0.74 
0.76 
0.74 
0.62 
0.65 
0.44 
0.57 
0.47 
0.49 
0.45 
0.51 
0.44 
0.53 
0.46 
0.44 
0.77 
0.87 
0.72 
0.71 
0.68 
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15 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



20 



25 



30 



35 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(sag id 3A4 and resid 
(segxd 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
( sag id 3A4 and resid 
(sag id 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a ^ y „ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
co^,, (3egid 3A4 and resid 
45 assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and Lesid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a^, y ,. (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



40 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB > 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB } 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 
39 and name CB ) 



( b eg id 3A4 and resid 3S7 and name CB ) 
(segid 3A4 and resxd 358 and name CA ) 
(segid 3A4 and resid 358 and name CB ) 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB > 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 15.10 
(segid 3A4 and resid 391 and name CB ) 15.00 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 40 and name C ) 
40 and name CA ) 
40 and name CB ) 



13.63 
17.57 
18.76 
18.88 
15.73 
14.53 
17.89 
18.44 
9.85 
7.84 
6.35 
10.55 
11.83 
12.92 
8.91 
8.66 
10.81 
14.07 
14.79 
13.48 
12.97 
12.72 
12.82 



40 and name N 

40 and name O 

41 and name C 
41 and name CA 
41 and name CB 

41 and name N 

42 and name C 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 end resid 
(segid 3A4 and resid 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
_ _ and t esid 
(segid 3A4 and resid 
(segid 3A4 and resid 400 and name C 
OM * y « (segid 3A4 and insid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and restd 400 and name C 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
39 and name CB ) (segxd 3A4 and resxd 
39 and name CB ) (segid 3A4 and resid 

) (segxd 3A4 and resid - 

> (segxd 3A4 and resid 345 and name CA ) 
) (segid 3A4 and resid 345 and name CB j 
) (segid 3A4 and resid 350 and name CB > 
) (segid 3A4 and resid 39 and name C ) 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segxd 3A4 and resxd 
> (segxd 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 

) (segid 3A4 and resid 

) (segid 3A4 and resid 345 and name CB ) 
) (segid 3A4 and resid 39 and name CB ) 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segxd 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
1 (segid 3A4 and resid 
> segid 3A4 and resid 400 and name CB 
segid 3A4 and resid 400 and name O 
segid 3A4 and resid 401 and name C 
segid 3A4 and resid 401 and name CA ) 



39 and name CB 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name H 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name M 
39 and name N 
39 and name N 
39 and name N 
39 and name N 
39 and name O 
39 and name O 
39 and name O 
39 and name O 
39 and name O 
39 and name O 
39 and name 0 
39 and name O 
39 and name O 
39 and name O 
39 and name o 
39 and name O 
39 and name O 
39 and name O 
39 and name O 
39 and name O 
39 and name O 



42 and name CA ) 
4 2 and name CB ) 
42 and name N ) 



39 and name CA ) 
39 and name CB > 

39 and name O ) 

40 and name C ) 
40 and name CA ) 
40 and name CB ) 
40 and name N ) 

40 and name O ) 

41 and name C ) 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 

41 and name O > 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 
42 and name ) 
42 and name O ) 



40 and name C ) 
40 and name CA } 
40 and name CB ) 
40 and name N ) 

40 and name O ) 

41 and name C ) 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 

41 and name O ) 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 
42 and name N ) 
42 and name O ) 

) 



18.14 
17.09 
5.44 
4.52 
5.43 
3.19 
6.30 
6.86 
6.75 
7.16 
5.58 
6.84 
6.49 
5.82 
5.99 
6.86 
6.38 
6.62 
2.43 
1.46 
2.47 
3.44 
4.67 
4.23 
5.02 
2.84 
5.74 
5.54 
5.20 
5.19 
4.24 
6.75 
6.40 
5.59 
5.07 
4.76 
7.58 
5.68 
3.35 
2.89 
2.74 
4.23 
2.22 
3.36 
4.00 
4.25 
5.17 
3.30 
4.93 
3.80 
3.78 
3.77 
3.27 
4.95 
2.49 
1.23 
3.04 
2.42 



0-67 
0.66 
0.69 
0.63 
0.56 
0.62 
0.55 
0.58 
0.49 
0.54 
0.54 
0.54 
0.63 
0.60 
0.82 
0.70 
0.98 
0.96 
1.07 
0.76 
0.73 
0.78 
0.81 
0.78 
0.76 
0.74 
0.82 
0.07 
O.08 
0.13 
O.08 
0.12 
0.13 
0.07 
0.08 
0.04 
0.18 
0.22 
0.28 
0.18 
0.49 
0.56 
0.62 
0.06 
0.01 
0.02 
0.08 
0.05 
0.06 
0.06 
0.06 
0.07 
0.08 
0.06 
0.07 
0.08 
0.08 
0.07 
0.10 
0.11 
0.10 
0.08 
0.75 
0.03 
0.08 
0.04 
0.04 
0.01 
0.12 
0.16 
0.17 
0.18 
0.15 
0.18 
0.10 
0.14 
0.13 
0.17 
0.10 
0.01 
0.01 
0.05 
0.01 



0.68 
0.66 
0.69 
0.62 
0.57 
0.61 
0.54 
0.57 
0.48 
0.53 
0.55 
0.54 
0.64 
0.60 
0.81 
0.69 
0.99 
0.95 
1.06 
0.77 
0.73 
0.78 
0.82 
0.78 
0.77 
0.75 
0.83 
0.07 
0.07 
0.12 
0.08 
0.11 
0.13 
0.06 
0.08 
0.04 
0.18 
0.21 
0.27 
0.17 
0.48 
0.56 
0.62 
0.06 
0.01 
0.02 
0.07 
0.06 
0.06 
0.06 
0.07 
0.06 
0.07 
0.06 
0.07 
0.07 
0.09 
0.07 
0.10 
0.10 
0.1O 
0.09 
0.74 
0.02 
0.08 
0.04 
0.03 
0.02 
0.11 
0.17 
0.16 
0.17 
0.16 
0.17 
0.10 
0.14 
0.13 
0.17 
0.11 
0.02 
0.01 
0.04 
0.01 
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30 



assign (segid 3A4 and resxd 400 and name C 
assign (segid 3A4 and rosid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign Isegid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 end resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign {segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name C 
assign (segid 3A4 and resid 400 and name CA 
assign (segid 3A4 and resid 400 and name CA ) 
assign (segid 3A4 and resid 400 and name CA ) 
assign (segid 3A4 and resid 400 and name CA ) 
assign (segid 3A4 and resid 400 and name CA ) 
assign (segid 3A4 and resid 400 and name CA 
assign (segid 3A4 and resid 400 and name CA 
assign (segid 3A4 and resid 400 and name CA 
assign (segid 3A4 and resid 400 and name CA ) 
assign (segid 3A4 and resid 400 and name CA 
assign (segid 3A4 and resid 400 and name CA ) 
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45 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and res id 400 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA 
(segid 3A4 and tesid 400 and name CA J 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CA > 
(segid 3A4 and resid 400 and name CA ) 



50 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 101 and name M ) 
(seqid 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name C ) 
(begid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 403 and name C ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name M ) 
(segid 3A4 and resid 403 and name O ) 
(segid 3A4 and resid 404 and name C ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name O ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB > 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 400 and name C > 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name O ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name C > 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
and resid 402 and name O ) 
and resid 403 and name C ) 
and resid 403 and name CA ) 
and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name N ) 
(segid 3A4 and resid 403 and name O ) 
(segid 3A4 and resid 404 and name C ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 406 and name CA > 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB > 
(segid 3A4 and resid 409 and name CA ) 



1.32 
3.83 
4.65 
4.57 
5.36 
3.38 
5.70 
4.93 
4.69 
4.56 
3.97 
6.13 
5.98 
4.94 
4.46 
4.12 
7.14 
7.07 
7.10 
5.80 
1.52 
1.52 
2.38 
4.43 
3.81 
2.45 
5.29 
5.58 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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assign 
assign 
assign 
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(segid 3A4 and resid 400 and name CA ) 

(segid 3A4 and resid 400 and name CA ) 

(segid 3A4 and resid 400 and name CA ) 

(segid 3A4 and resid 400 and name CA ) 

assign (segid 3A4 and resid 400 and name CA segid 3A4 and resid 411 a 

assign (segid 3A4 and resid 400 and name CA segid 3A4 and resid 4iz 

(segid 3A4 and resid 400 and name CA segid 3A4 and resid 4JJ 

(segid 3A4 and resid 400 and name CA ) segid 3A4 and resid 434 

B8SiV , (segid 3A4 and resid 400 and name CA segid 3A4 and resid 435 

assign (segid 3A4 and resid 400 and name CB segid 3A4 and resid tux ^ 

assign (segid 3A4 and resid 400 and name CB segid 3A4 and resid «ui a ^ 

assign (segid 3A4 and resid 400 and name CB segid 3A4 and resid 401 ^ q ) 

assign (segid 3A4 and resid 400 and name CB segid 3K4 ana Q 

(segid 3A4 and resid 400 and name CB ) (segid 3A4 and resid a 

segid 3A4 and resid 400 and name CB ) (segid 3A4 and resid 402 and nam^ ^ ) 

(segid 3A4 and resid 400 and name CB segid 3A4 and resid 4U* ^ 

isegid 3A4 and resid 400 and name CB ) (segid 3A4 and resio 4uz 

isegid 3A4 and resid 400 and name CB ) (segid 3A4 and resid 403 and na^ q 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name CB ) 
Isegid 3A4 and resid 400 and name CB > 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



80 



assign isegiu jn-» on« - - 

assign (segid 3A4 and resid 400 and name CB ) 

assign (segid 3A4 and resid 4O0 and name CB ) 

assign (segid 3A4 and resid 400 and name CB ) 

assign (segid 3A4 and resid 400 and name CB ) 

assign (segid 3A4 and resid 400 and name CB ) 

assign (segid 3A4 and resid 400 and name CB ) 

assign (segid 3A4 and resid 400 and name CB ) 



{seqid 3A4 ana re^iw «™ ^ : 

segid 3A4 and resid 403 and name CA 
segid 3A4 and resid 403 and name CB 
segid 3A4 and resid 403 and name M 
segid 3A4 and resid 404 and name CA 
segid 3A4 and resid 404 and name CB 
segid 3A4 and resid 404 and name H 
segid 3A4 and resid 405 and name CA ) 



ESS 3A and ;r,;3 ;<» »~ » > 

seaid 3A4 and resid 406 and name CA 

tltlt* 3A4 and resid 407 and name CA 

t«oid 3A4 and resid 407 and name CB ) 

3A4 and resxd 408 and name CA ) 

segid 3A4 and re CB ) 

!onid 3A1 and resid 409 and name CA ) 
(segid 3A* ana « 



assign (segid 3A4 and re^id 400 and name CB segid jaj d 4Q9 and naffiQ cb ) 

assign (segid 3A4 and resid 400 and name CB segid 3A4 and ^ ^ namQ ^ ) 

assign (segid 3A4 and resid 400 and name CB > (segid 3A4 ana 



0.02 
0.09 
0.06 
0.06 
0.09 
0.06 
0.08 
0.08 
0.10 
0.19 
0.10 
0-10 
0.20 
0.13 
0.17 
0.10 
0.1B 
0.29 
0.34 
0.25 
0.00 
0.01 
0.03 
0.03 
0.03 
0.0S 
0.09 
0.05 
0.06 
0.11 
0.05 
0.07 
0.11 
0.08 
0.13 
0.07 
0.12 
0.24 
0.22 
0.28 
0.18 
0,28 
0.33 
0.27 
0.21 
0.17 
0.14 
0.36 
0.16 
0.35 
0.50 
0.47 
0.34 
0.40 
0.43 
0.52 
0.66 
0.52 
0.07 
0.08 
0.09 
0.09 
0.05 
0.08 
0.10 
0.07 
0.11 
0.09 
0.16 
0.08 
0.22 
0.29 
0.17 
0.34 
0.39 
0.23 
0.16 
0.15 
0.20 
0-21 
0.33 
0.47 
0.43 



4.68 
6.88 
7.15 
5.96 
5.55 
5.05 
8.44 
8.55 
7.12 
9.89 
10.61 
9.92 
11.91 
11.45 
14.26 
14.13 
15.55 
16.56 
15.79 
17.90 
18.82 
17.50 
18.29 
5.43 
4.46 
3.14 
6.25 
6.99 
6.91 
7.44 
5.70 
6.91 
6.62 
5.98 
6.13 
6.79 
6.09 
6.12 
9.38 
9.48 
11.16 
11.67 
10.91 
12.68 
12.10 
15.20 
15.12 
16.64 



0.02 
O.OB 
0.05 
0.07 
0.09 
0.06 
0.08 
0.08 
0.11 
0.18 
0.10 
0.10 
0.20 
0.13 
0.16 
0.11 
0.19 
0.29 
0.35 
0.26 
0.01 
0.01 
0.02 
0.04 
0.03 
0.05 
O.08 
0.06 
0.07 
0.11 
0.05 
0.08 
0.12 
0.07 
0.13 
0.07 
0.12 
0.25 
0.22 
0.27 
0.19 
0.28 
0.32 
0.28 
0.22 
0.17 
0.13 
0.17 
0.16 
0.34 
0.49 
0.47 
0.34 
0.40 
0.44 
0.52 
0.66 
0.52 
0.07 
0.07 
0.10 
0.10 
0.05 
0.07 
0.10 
0.06 
0.12 
0.09 
0.17 
0.09 
0.22 
0.29 
0.17 
0.34 
0.38 
0.23 
0.17 
0.15 
0.20 
0.22 
0.33 
0.46 
0.44 
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assign (segid 3A4 and resid 400 and name CB 
assign {segid 3A4 and resid 400 and name CB ) 
assign t segid 3A4 and resid 100 and name CB ) 
assign (segid 3A4 and resid 400 and name CB ) 
assign (segid 3A4 and resid 100 and name CB > 
assign (segid 3A4 and resid 400 and name CB ) 
assign (segid 3A4 and resid 400 and name CB ) 
assign (segid 3A4 and resid 400 and name N * 
assign (segid 3A4 and resid 400 and name H 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and re3id 400 end name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name N 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name 0 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and lesid 400 and name O 
assign (segid 3A4 and resid 400 and name 0 
assign (segid 3A4 and resid 400 and name 0 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name 0 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name 0 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 400 and name O 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign {segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A1 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name C 
assign (segid 3A4 and resid 401 and name CA ) 
assign (segid 3A4 and resid 401 and name CA ) 
assign (segid 3A4 and resid 401 and name CA ) 
assign (segid 3A4 and resid 401 and name CA ) 
assign (segid 3A4 and resid 401 and name CA ) 
assign (segid 3A4 and resid 401 and name CA ) 
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(segid 3A4 and iesid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 433 and name CA > 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid HEM and resid 1 end name CMC) 
(segid 3A4 and resid 400 and name C ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 400 and name O ) 
(segid 3A4 and resid 401 and name C > 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name C ) 
(segid 3A4 and tesid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 403 and name C ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name N ) 
(segid 3A4 and resid 403 and name O ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 401 and name N ) 
(segid 3A4 and resid 401 and name O ) 
{segid 3A4 and resid 402 and name C ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 403 and name C ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name N > 
(segid 3A4 and resid 403 and name O ) 
(segid 3A4 and resid 404 and name C ) 
(segid 3A4 and res id 4 04 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
Uegid 3A4 and resid 404 and name O ) 
(segid 3A4 and resid 405 and name C ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 406 and name N ) 
(segid 3A4 and resid 401 and name O ) 
(segid 3A4 and resid 402 and name C > 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name O > 
(segid 3A4 and resid 403 and name C ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and xesid 403 and name N ) 
(segid 3A4 and resid 403 and name O ) 
(segid 3A4 and resid 404 and name C ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name O ) 
(segid 3A4 and resid 405 and name C ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 405 and name O » 
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17.44 
16.59 
18.64 
17.93 
16.67 
17.60 
7.19 
2.46 
1.45 
2.43 
3.47 
4.75 
4.25 
2.86 
5.79 
5.68 
5.45 
5.57 
4.43 
6.87 
6.36 
5.58 
5.00 
4.84 
7.57 
7.01 
6.74 
5.93 
3.29 
2.99 
2.74 
2.23 
3.41 
4.25 
4.51 
5.53 
3.54 
5.14 
3.96 
4.01 
4.00 
3.55 
5.10 
4.86 
3.75 
3.33 
3.02 
6.00 
7.08 
6.18 
6.42 
4.83 
6.83 
1.24 
3.05 
2.43 
3.70 
1.32 
3.89 
4.63 
4.55 
5.33 
3.36 
5 
4 
4 
4 
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(segid 3A4 and resid 406 and name CA I 



iseg-i-u ohm 

(segid 3A4 and tesid 406 and name N 
(segid 3A4 and resid 407 and name N , 
(segid 3A4 and resid 401 and name C ) 
(segid 3A4 and resid 401 and name 0 ) 
(segid 3A4 and resid 402 and name C > 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name N ) 



0.33 
0.40 
0.46 
0.5B 
0.72 
0.60 
0.27 
0.02 
0.01 
0.05 
0.04 
0.04 
0.04 
0.04 
0.06 
0.05 
0.06 
0-11 
0.04 
0.06 
0.14 
0.08 
0.08 
0.07 
0.13 
0.21 
0.23 
0.19 
0.10 
0.07 
0.03 
0.01 
0.12 
0.14 
0.1S 
0.14 
0.11 
0.16 
0.12 
0.19 
0.29 
0.20 
0.11 
0.24 
0.15 
0.19 
0.12 
0.22 
0.32 
0.35 
0.40 
0.32 
0.30 
0.02 
0.03 
0.01 
0.03 
0.03 
0.O6 
0.08 
0.09 
0.11 
0.09 
0.07 
0.06 
0.12 
0.18 
0.13 
0.04 
0.13 
0.11 
0.19 
0.05 
0.15 
0.21 
0.20 
0.14 
0.02 
0.02 
0.03 
0.02 
0.03 
0.01 



0.33 
0.41 
0.46 
0.59 
0.72 
0.59 
0.28 
0.01 
0.01 
0.05 
0.04 
0.03 
0.04 
0.04 
0.05 
0.05 
0.05 
0.10 
0.05 
0.06 
0.13 
0.08 
0.09 
0.07 
0.12 
0.20 
0.23 
0.18 
0.09 
0.08 
0.03 
0.01 
0.12 
0.14 
0.14 
0.14 
0.12 
0.16 
0.U 
0.19 
0.29 
0.19 
0.11 
0.24 
0.15 
0.19 
0.12 
0.21 
0.32 
0.35 
0.40 



66 
95 
68 
.50 
3.96 
6.15 
5.94 
5.00 
4.57 
4.15 
7.11 
6.98 
5.74 
7.73 
1.52 
2.38 
4.45 
3.81 
4.86 
2.43 



33 
0.29 
0.01 
0.04 
0.01 
0.02 
0.02 
0.06 
0.07 
0.08 
0.12 
0.09 
0.07 
0.05 
0.13 
0.19 
0.13 
0.04 
0.14 
0.11 
0.18 
0.06 
0.14 
0.24 
0.21 
0.13 
0.02 
0.02 
0.02 
0.02 
0.02 
0.02 
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80 



dliiiyii aiiu tc^J.^ 

assign (segid 3A4 and resid 402 and name CB 
assign (segid 3A4 and resid 402 and name CB ) 
assign (segid 3A4 and resid 402 and name CB ) 
assign (segid 3A4 and resid 402 and name CB ) 
assign (segid 3A4 and resid 402 and name CB ) 
assign (segid 3A4 and resid 402 and name CB ) 
assign (segid 3A4 and resid 402 and name CB ) 

SiS & anS SSS 2S 8 and S S i LSl* 3M and resid «. and naee CA , 



(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 



3.03 
2.42 
3.70 
1.32 
3.83 
4.62 
4.54 
5.31 
3.36 
5.61 
4.94 
4.79 
4.78 
4.05 
6.11 
5.92 
4.89 
4.11 
7.06 
7.08 
7.10 
5.83 
7.77 
1.52 
1.54 
2.39 
4.42 
3.81 
4.86 
2.43 
5.29 
5.58 
5.54 
5.99 
4.46 
6.64 
5.69 
5.33 
4.89 
4.75 
6.85 
7.11 
5.92 
5.05 
8.45 
8.54 
7.14 
9.98 
9.69 
10.92 
10.35 
12.24 
14.34 
14.05 
15.54 
18.24 
17.79 
19.11 
5.44 
4.47 
5.31 
3.15 
6.28 
7.00 
6.90 
7.39 
5.69 
6.93 
6,74 
6.25 
6.22 
6.77 
6.14 
9.45 
9.53 
11.29 
11.10 
12.05 
11.42 
13.11 
15.40 
15.15 
16.76 



) 



0.04 
0.01 
0.02 
0.01 
0.07 
0.07 
0.09 
0.11 
0.11 
0.05 
0.09 
0.12 
0.15 
0.14 
0.10 
0.10 
0.11 
0.07 
0.13 
0.11 
0.14 
0.12 
0.05 
0.00 
0.02 
0.02 
0.03 
0.01 
0.04 
0.01 
0.06 
0.09 
0.11 
0.15 
0.11 
0.06 
0.10 
0.13 
0.17 
0.15 
0.17 
0.12 
0.15 
0.10 
0.11 
0.11 
0.13 
0.08 
0.17 
0.46 
0.65 
0.47 
0.24 
0.28 
0.25 
0.76 
0.83 
0.36 
0.04 
0.05 
0.06 
0.06 
0.06 
0.07 
0.10 
0.13 
0.10 
0.14 
0.15 
0.20 
0.15 
0.10 
0.07 
0.13 
0.16 
0.08 
0.17 
0.49 
0.69 
0.50 
0.28 
0.30 
0.26 



0.03 
0.02 
0.03 
0.01 
0.07 
0.07 
0.10 
0.12 
0.11 
0.04 
0.08 
0.11 
0.16 
0.14 
0.11 
0.10 
0.12 
0.07 
0.13 
0.12 
0.14 
0.12 
0.06 
0.01 
0.01 
0.02 
0.03 
0.01 
0.04 
0.01 
0.07 
0.08 
0.11 
0.15 
0.11 
0.05 
0.11 
0.12 
0.17 
0.14 
0.17 
0.13 
0.15 
0.09 
0.11 
0.12 
0.12 
0.08 
0.16 
0.46 
0.65 
0.48 
0.24 
0.27 
0.25 
0.75 
0.82 
0.36 
0.04 
0.05 
0.05 
0.05 
0.07 
0.08 
0.10 
0.14 
0.10 
0.14 
0.15 
0.20 
0.15 
0.10 
0.07 
0.12 
0.16 
0.08 
0.17 
0.49 
0.70 
0.51 
0.29 
0,30 
0.26 



584 



10 



15 



20 



25 



30 



35 



40 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 402 and name N ) 
assign (segid 3A4 and resid 402 and name H ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
assign (segid 3A4 and resid 402 and name N ) 
assign (segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name H ) 
(segid 3A4 and resid 402 and name M ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name H ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name H ) 
(segid 3A4 and resid 402 and name N ) 
(segid 3A4 and resid 402 and name 0 ) 
(segid 3A4 and resid 402 and name O ) 

(segid 3A4 and resid 402 and name O ) 

assign (segid 3A4 and resid 402 and name O ) 
assign (segid 3A4 and resid 402 and name 0 > 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name 0 ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name 0 ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(*>egid 3A4 and resid 402 and name 0 ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name 0 ) 
(segid 3A4 and resid 402 and name 0 ) 
45 assign (segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
50 assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
55 assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
60 assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
65 assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name C > 
70 assign (segid 3A4 and resid 403 and name C ) 
assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
75 assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
80 assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA > 
assign (segid 3A4 and resid 4 03 and name CA ) 



(segid 3A4 and resid 402 and name C ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 402 and name O ) 
(segid 3A4 and resid 403 and name C > 
(segid 3A4 and resid 403 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 403 and name CB ) 
and resid 403 and name H ) 
and resid 403 and name 0 ) 
and resid 404 and name C ) 
and resid 404 and name CA ) 
and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name 0 ) 
(segid 3A4 and resid 405 and name C ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and lesid 405 and name N ) 
(segid 3A4 and resid 405 and name O ) 
and resid 406 and name CA ) 
and resid 406 and name H ) 
and resid 402 and name CB ) 



2.47 

1.46 

2.45 

3.51 

4.73 

4.24 

5.01 

2.85 

5.7B 

5.68 

5.40 

5.48 

4.40 

6.85 

6.36 

5.67 

5.21 

4.89 

7.54 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

as&ign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 403 and name C ) 
and resid 403 and name CA ) 
and resid 403 and name CB ) 
and resid 403 and name N ) 
(segid 3A4 and resid 403 and name 0 ) 
(segid 3A4 and resid 404 and name C ) 
and resid 404 and name CA ) 
and resid 404 and name CB ) 
and resid 404 and name N ) 
and resid 404 and name O ) 
and resid 405 and name C ) 
and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 405 and name 0 ) 
(segid 3A4 and resid 406 and name C ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 406 and name N ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name O ) 
(segid 3A4 and resid 404 and name C ) 

and resid 404 and name CA ) 

and resid 404 and name CB ) 
and resid 404 and name N ) 
and resid 404 and name O ) 
and resid 405 and name C ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
■ and resid 405 and name N ) 
and resid 405 and name O ) 
and resid 406 and name C ) 
and resid 406 and name CA ) 
and resid 406 and name N ) 
and resid 406 and name O ) 
and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA > 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 403 and name C ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name O ) 
(segid 3A4 and resid 404 and name C ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
Uegid 3A4 and resid 404 and name O ) 
(segid 3A4 and resid 405 and name C ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB > 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 405 and name O ) 



d8 
92 
30 
00 
76 
24 
24 
3.43 
4.26 
4.53 
5.52 
3.56 
5.05 
3.97 
4.13 
4.25 
3.66 
5.10 
4.79 
3.69 
3.01 
5.90 
7.14 
6.19 
6.41 
4.85 
6.93 
2.53 
1.24 
3.02 
2.44 
3.72 
1.32 
3.75 
4.67 
4.60 
5.46 
3.43 
5.71 
4.94 
4.70 
3.98 
6.11 
6.02 
5.04 
4.59 
4.20 
7.18 
7.11 
7.16 
5.86 
1.52 
1.54 
2.40 
4.42 
3.81 
4.87 
2.44 
5.22 
5.63 
5.64 
6.21 
4.55 
6.73 



0.01 

o.oi 

0.02 
0.03 
0.04 
0.04 
0.08 
0.05 
0.05 
0.07 
0.10 
0.15 
0.11 
0.05 
0.09 
0.06 
0.13 
0.07 
0.13 
0.19 
0.14 
0.03 
0.04 
0.03 
0.04 
0.02 
0.11 
0.09 
0.12 
0.12 
0.12 
0.05 
0.10 
0.15 
0.20 
0.18 
0.10 
0.12 
0.11 
0.05 
0.14 
0.11 
0.15 
0.17 
0.15 
0.09 
0.03 
0.01 
0.04 
0.02 
0.05 
0.01 
0.09 
0.12 
0.09 
0.13 
0.08 
0.15 
0.07 
0.09 
0.09 
0.06 
0.11 
0.08 
0.09 
0.11 
0.10 
0.14 
0.20 
0.11 
0.00 
0.01 
0.01 
0.04 
0.03 
0.08 
0.04 
0.09 
0.12 
0.10 
0.15 
0.08 
0.13 



0.02 
0.01 
0.02 
0.03 
0.04 
0.04 
0.08 
0.04 
0.05 
0.06 
0.11 
0.16 
0.10 
0.05 
0.09 
0.07 
0.12 
0.08 
0.14 



18 
14 
04 
04 
03 
05 
02 
,11 
,09 
0.11 
0.12 
0.11 
0.06 
O.U 
0.15 
0.21 
0.17 
0.11 
0.13 
0.11 
0.06 
0.14 
0.12 
0.14 
0.17 
0.14 
0.08 
0.03 
0.01 
0.05 
0.02 
0.05 
0.02 
0.09 



11 
08 
13 
08 
16 
06 
0.09 
0.09 
0.07 
0.11 
0.08 
0.09 
0.11 
0.11 
0.14 
0.20 
0.11 
0.01 
0.01 
0.01 
0.05 
0.04 
0.08 
0.03 
0.09 
0.12 
0.09 
0.15 
0.09 
0.12 
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assign 
assign 
assign 
assign 
assign 
assign 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resxd 403 and name CA ) 
{segid 3A4 and resxd 403 and name CA ) 
(segxd 3A4 and resxd 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
assign (segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and re3id 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA J 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB I 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resxd 403 and name CB ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resxd 403 and name CB ) 
(segid 3A4 and resxd 403 and name CB ) 
403 and name CB ) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assi gn 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 406 and name C ) 
isegid 3A4 and resjd 406 and name CA ) 
(segid 3A4 and resid 406 and name N ) 
(segid 3A4 and resid 406 and name 0 > 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resxd 407 and name CA ) 
(segid 3A4 and resxd 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resxd 408 and name CA ) 
(segid 3A4 and resxd 408 and name CB ) 
(segid 3A4 and resxd 408 and name N ) 
(segid 3A4 and resxd 409 and name CA ) 
(segid 3A4 and resxd 409 and name CB ) 
(segid 3A4 and resxd 410 and name CA ) 
(segid 3A4 and resxd 411 and name CA ) 
(segid 3A4 and resxd 411 and name CB ) 
(segxd 3A4 and resid 412 and name CA ) 
(segid 3A4 and re3id 413 and name CA ) 
(segxd 3A4 and resid 414 and name CA I 
(segid 3A4 and resxd 404 and name C ) 
(segid 3A4 and resxd 404 and name CA ) 
(segxd 3A4 and resxd 404 and name CB ) 
(segxd 3A4 and resxd 404 and name N > 
(segid 3A4 and resxd 404 and name 0 ) 
(segxd 3A4 and resxd 405 and name C ) 
(segxd 3A4 and resid 405 and name CA ) 



(segid 3A4 and resxd ^ - • - ^ . 

(segid 3A4 and resxd 403 and name CB ) J segxd 3A4 and resxd 405 and name CB 
tseaid 3A4 and resxd 403 and name CB ) (segxd 3A4 and resxd 405 and name N 



(segid 3A4 and resxd 

(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name CB ) 
(segxd 3A4 and resid 4 03 and name CB ) 
(segid 3A4 and resid 403 and name CB > 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name CB ) 
< segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resxd 403 and name CB ) 
(segid 3A4 and resxd 403 and name CB ) 
(segid 3A4 and resxd 403 and name CB ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 403 and name N ) 
(segid 3A4 and resxd 403 and name N ) 
(segid 3A4 and resxd 403 and name N ) 
(segid 3A4 and resxd 403 and name N ) 
(segid 3A4 and resid 403 and name N ) 
(segid 3A4 and resxd 403 and name H ) 
(segid 3A4 and resid 403 and name N ) 
(segid 3A4 and resxd 403 and name N ] 
(segid 3A4 and resxd 403 and name N 
(segid 3A4 and resxd 403 and name M 
(segid 3A4 and resxd 403 and name N 
(segid 3A4 and resxd 403 and name N 
(segid 3A4 and resid 403 and name N 
(segid 3A4 and resxd 403 and name N 
(segid 3A4 and resid 403 and name N 
(segid 3A4 and resxd 403 and name N 
(segxd 3A4 and resxd 403 and name N 
(segid 3A4 and resxd 403 and name N 
(segid 3A4 and resxd 403 and name N 
(segid 3A4 and resxd 403 and name N 
(segid 3A4 and resxd 403 and name N 
(segid 3A4 and resxd 403 and name O 
(segxd 3A4 and resxd 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resid 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resid 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resid 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resid 403 and name O 
(segid 3A4 and resid 403 and name O 
(segid 3A4 and resxd 403 and name O 
(segid 3A4 and resid 403 and name 0 
(segid 3A4 and resid 403 and name O 
(segid 3A4 and resid 403 and name 0 



(segxd 3A4 and resxd 406 and name C ) 
(segxd 3A4 and resxd 406 and name CA ) 
(segxd 3A4 and resxd 406 and name M ) 
(segxd 3A4 and resxd 407 and name CA ) 
(segxd 3A4 and resxd 407 and name CB ) 
(segxd 3A4 and resxd 407 and name N ) 
(segxd 3A4 and resxd 408 and name CA ) 
(segxd 3A4 and resxd 408 and name CB ) 
(segxd 3A4 and resid 409 and name CA ) 
(segxd 3A4 and resxd 409 and name CB ) 
I segxd 3A4 and resxd 410 and name CA ) 
(segxd 3A4 and resxd 411 and name CA ) 
(segxd 3A4 and resxd 411 and name CB > 
(segxd 3A4 and resxd 412 and name CA ) 
(segid 3A4 and resxd 403 and name C ) 
(segxd 3A4 and resxd 403 and name CA ) 
(segid 3A4 and resxd 403 and name CB ) 
(segxd 3A4 and resxd 403 and name O ) 
(segxd 3A4 and resxd 404 and name C ) 
(segxd 3A4 and resxd 404 and name CA ) 
(segxd 3A4 and resxd 404 and name CB ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name O ) 
(segid 3A4 and resxd 405 and name C 1 
(segxd 3A4 and resxd 405 and name CA ) 
(segxd 3A4 and resxd 405 and name CB ) 
(segxd 3A4 and resxd 405 and name N > 
(segxd 3A4 and resxd 405 and name O ) 
(segxd 3A4 and resxd 406 and name C ) 
(segxd 3A4 and resxd 406 and name CA ) 
(segxd 3A4 and resxd 406 and name N ) 
(segxd 3A4 and resxd 406 and name O ) 
(segxd 3A4 and resxd 407 and name CA ) 
(segxd 3A4 and resxd 407 and name CB ) 
(segxd 3A4 and resxd 407 and name H ) 
(segxd 3A4 and resxd 403 and name CB ) 
(segxd 3A4 and resxd 404 and name C ) 
(segid 3A4 and resxd 404 and name CA ) 
(segid 3A4 and resxd 404 and name CB ) 
(segid 3A4 and resxd 404 and name N ) 
(segid 3A4 and resxd 404 and name O ) 
(segid 3A4 and resxd 405 and name C ) 
(segid 3A4 and resxd 405 and name CA ) 
(segid 3A4 and resxd 405 and name CB ) 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 405 and name O ) 
(segid 3A4 and resid 406 and name C ) 
(segid 3A4 and resid 406 and name CA ) 
Isegid 3A4 and resid 406 and name N ) 
(segxd 3A4 and resid 406 and name O ) 
(segid 3A4 and resxd 407 and name C ) 
(segxd 3A4 and resxd 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 end name N ) 
(segid 3A4 and resid 407 and name O ) 



5.74 
5.27 
4.73 
6.88 
7.27 
6.12 
5.68 
5.20 
8.52 
8.61 
7.22 
10.35 
10.28 
10.88 
12.41 
11.85 
14.30 
17.84 
17.70 
5.44 
4.48 
5.35 
3.15 
6.21 
7.06 
6.98 
7.60 
5.77 
6.99 
6.68 
6.20 
6.99 
6.26 
6.30 
9.47 
9.59 
11.62 
11.65 
11.97 
13-24 
12.55 
15.29 
2.46 
1.46 
2.45 
3.48 
4.73 
4.24 
5.00 
2.84 
5.72 
5.69 
5.49 
5.72 
4.48 
6.87 
6.38 
5.59 
4.86 
7.54 
7.13 
6.87 
6.04 
3.34 
2.97 
2.77 
4.27 
2.25 
3.30 
4.28 
4.54 
5.61 
3.60 
5.16 
3.95 
4.01 
3.55 
5.08 
4.91 



3.84 
3.42 
3.08 
6.04 



0.08 
0.11 
0.12 
0.13 
0.13 
0.12 
0.17 
0.12 
0.13 
0.18 
0.12 
0.30 
0.49 
0.48 
0.35 
0.40 
0.39 
0.77 
0.97 
0.06 
0.08 
0.17 
0.08 
0.10 
0.11 
0.07 
0.13 
0.07 
0.11 
0.12 
0.13 
0.14 
0.20 
0.14 
0.17 
0.21 
0.27 
0.44 
0.51 
0.43 
0.48 
0.47 
0.01 
0.01 
0.03 
0.03 
0.06 
0.06 
0.09 
0.06 
0.07 
0.09 
0.10 
0.15 
0.10 
0.08 
0.07 
0.07 
0.08 
0.11 
0.09 
0.13 
0.10 
0.04 
0.08 
0.02 
0.05 
0.02 
0.14 
0.14 
0.09 
0.15 
0.07 
0.22 
0.09 
0.11 
0.09 
0.08 
0.13 
0.10 
0.12 
0.13 
0.12 



0.07 
0.11 
0.12 
0.13 
0.12 
0.12 
0.17 
0.13 
0.13 
0.18 
0.12 
0.31 
0.49 
0.49 
0.36 
0.40 



40 
78 
96 
06 
08 
16 
08 
10 
,11 
0.07 
0.12 
0.06 
0.10 
0.13 
0.12 
0.15 
0.20 
0.15 
0.18 
0.21 
0.26 
0.43 
0.51 
0.43 
0.48 
0.47 
0.01 
0.00 
0.03 
0.04 
0.06 
0.06 
0.09 
0.05 
0.08 
0.09 
0.11 
0.14 
0.11 
0.08 
0.06 
0.08 
0.08 
0.12 
0.09 
0.13 
0.10 
0.04 
0.07 
0.02 
0.04 
0.01 
0.13 
0.14 
0.08 
0.15 
0.06 
0.23 
0.09 
0.12 
0.08 
0.08 
0.13 
0.09 
0.11 
0.14 
0.12 
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assign (segid 3A4 and resid 403 and name O ) 
assagn (segid 3A4 and resid 403 and name O ) 
assign (segid 3A4 and resid 403 and name O ) 
assign (segid 3A4 and resid 403 and name O ) 
5 assign (segid 3A4 and resid 403 and name O ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
10 assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
15 assign (segid 3A4 and xesid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
20 assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
25 assign (segid 3A4 and resid 404 and name C J 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
assign (segid 3A4 and resid 404 and name C ) 
30 assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and rosid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
35 assign (segid 3A4 and resid 404 and name CA ) 
assign (segLd 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resxd 404 and name CA ) 
assign (segxd 3A4 and resid 404 and name CA ) 
40 assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
45 assign (segid 3A4 and resid 404 and name CA ) 
assign (segxd 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 4 04 and name CA ) 
assign (segid 3A4 and resxd 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
50 assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
55 assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
60 assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
65 assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CA ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB > 
70 assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB } 
assign (segid 3A4 and resxd 404 and name CB ) 
assign (segxd 3A4 and resid 404 and name CB ) 
75 assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB \ 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
80 assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 



(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 409 and name N ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name O ) 
(segid 3A4 and resid 405 and name C ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and xesid 405 and name CB ) 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 405 and name O ) 
(segid 3A4 and resid 406 and name C ) 
(segid 3A4 and resxd 406 and name CA ) 
(segid 3A4 and resid 406 and name N ) 
(segid 3A4 and resxd 406 and name O ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resxd 409 and name N ) 
(segxd 3A4 and resxd 404 and name C ) 
(segxd 3A4 and resid 404 and name CB ) 
(segxd 3A4 and resid 404 and name O ) 
(segxd 3A4 and resid 405 and name C ) 
(segxd 3A4 and resid 405 and name CA ) 
(segxd 3A4 and resxd 405 and name CB ) 
(segid 3A4 and resid 405 and name N ) 
(segid 3A4 and resid 405 and name O ) 
(segid 3A4 and resid 406 and name C > 
(segid 3A4 and resid 406 and name CA ) 
(segxd 3A4 and resid 406 and name N ) 
(segxd 3A4 and resxd 406 and name O ) 
(segxd 3A4 and resxd 407 and name C ) 
(segxd 3A4 and resid 407 and name CA ) 
(segxd 3A4 and resid 407 and name CB > 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resxd 408 and name C ) 
(segxd 3A4 and resxd 408 and name CA ) 
(segxd 3A4 and resxd 408 and name CB ) 
(3egid 3A4 and resid 408 and name N ') 
(segid 3A4 and resxd 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resxd 409 and name N ) 
(segxd 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB > 
(segid 3A4 and resxd 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 405 and name C ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and res id 405 and name CB 4 
(segid 3A4 and resid 405 and name N 
(segid 3A4 and resid 405 and name O 
(segid 3A4 and resid 406 and name C 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 406 and name M 
(segid 3A4 end resid 407 and name C 
(segid 3A4 and resxd 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A1 and resid 408 and name CA J 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 



7.24 
6.24 
6.51 
4.91 
7.15 
2.49 
1.23 
3.05 
2.43 
3.69 
1.33 
3.88 
4.58 
4.51 
3.32 
5.66 
4.84 
4.62 
4.62 
3.87 
6.05 
6.03 
4.92 
4.52 
4.06 
7.18 
7.24 
7.08 
5.95 
1.53 
1.54 
2.38 
4.46 
3.80 
4.85 
2.44 
5.36 
5.60 
5.56 
4.46 
6.72 
5.70 
5.30 
4.86 
4.71 
6.88 
7.23 
5.98 
5.62 
5.09 
8.63 
8.80 
7.30 
10.06 
10.79 
10.07 
12.00 
15.35 
14.75 
17.22 
18.30 
17.78 
17.41 
16.79 
17.70 
16.14 
5.39 
4.37 
5.16 
3.04 
6.25 
6.98 
6.86 
5.61 
6.90 
6.68 
6.22 
6.14 
6.74 
6.07 
6.10 
9.47 
9.61 



0.14 
0.14 
0.18 
0.13 
0.22 
0.02 
0.01 
0.10 
0.02 
0.02 
0.01 
0.20 
O.09 
0.07 
0.02 
0.14 
0.03 
0.06 
0.15 
0.08 
0.03 
0.12 
0.09 
0.18 
0.03 
0.10 
0.23 
0.35 
0.19 
0.01 
0.03 
0.01 
0.09 
0.02 
0.04 
0.02 
0.19 
0.08 
0.07 
0.03 
0.09 
0.06 
0.06 
0.12 
0.09 
0.08 
0.13 
0.16 
0.25 
0.10 
0.19 
0.27 
0.17 
0.33 
0.24 
0.32 
0.42 
0.73 
0.81 
0.85 
0.77 
0.78 
0.62 
1.05 
0.59 
0.62 
0.10 
0.08 
0.12 
0.07 
0.18 
0.10 
0.09 
0.04 
0.06 
0.08 
0 
0 
0 
0 
0 
0 



0.26 



0.14 
0.15 
0.18 
0.13 
0.21 
0.03 
0.01 
0.09 
0.02 
0.03 
0.01 
0.20 
0.10 
0.07 
0.O2 
0.14 
0.04 
0.06 
0.14 
0.08 
0.03 
0.12 
0.09 
0.18 
0.03 
0.10 
0.22 
0.36 
0.18 
0.00 
0.02 
0.02 
0.08 
0.03 
0.04 
0.02 
0.18 
0.09 
0.07 
0.03 
0.09 
0.07 
0.06 
0.11 
0.08 
0.07 
0.14 
0.17 
0.25 
0.09 
0.19 
0.27 
0.16 
0.34 
0.23 
0.31 
0.41 
0.73 
0.81 
0.84 
0.77 
0.78 
0.62 
1.06 
0.59 
0.63 
0.10 
0.08 
0.13 
0.08 
0.19 
0.11 
0.08 
0. 
0, 
0, 
0 
0 
0 
0 
0 
0 
0 



05 
05 
08 
17 
10 
.16 
,27 
.07 
.21 
.25 



587 



assign (segid 3A4 and resid 404 and name CB ) 
assign (segxd 3A4 and xesid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB > 
assign (segid 3A4 and resid 404 and name CB ) 
5 assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
10 assign (segid 3A4 and resid 404 and name CB ) 
assign (segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name CB J 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 404 and name N > 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name » ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N > 
(segid 3A4 and resxd 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resxd 404 and name N ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resid 404 and name N > 
(segid 3A4 and rosid 404 and name H ) 
(segid 3A4 and resid 404 and name N ) 
(segid 3A4 and resxd 404 and name N ) 
(segid 3A4 and resxd 404 and name 0 ) 
(segid 3A4 and resxd 404 and name O ) 
(segid 3A4 and resxd 404 and name O ) 
(segid 3A4 and resxd 404 and name O ) 
(segxd 3A4 and resid 404 and name O ) 
(segxd 3A4 and resxd 404 and name O ) 
(segid 3A4 and resxd 404 and name O ) 
(segid 3A4 and resxd 404 and name O ) 
(segid 3A4 and resxd 404 and name O 
(segxd 3A4 and resid 404 and name O 
(segid 3A4 and resid 404 and name 0 
(segxd 3A4 and resid 404 and name 0 
Isegid 3A4 and resid 404 and name O 
(segid 3A4 and resid 404 and name O 
assign (segid 3A4 and resid 404 and name 0 
assxgn (segxd 3A4 and resid 404 and name 0 
(segid 3A4 and resid 404 and name O 
(segid 3A4 and resid 404 and name 0 
(segid 3A4 and resid 404 and name O 
(segxd 3A4 and resxd 404 and name O 
(segid 3A4 and resxd 404 and name 0 
(segid 3A4 and resid 404 and name 0 
(segid 3A4 and resid 404 and name O 
(segid 3A4 and resxd 404 and name 0 
(segid 3A4 and resid 404 and name O 
(segid 3A4 and resid 404 and name O 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resxd 405 and name C 
(segid 3A4 and resxd 405 and name C 
(segxd 3A4 and resxd 405 and name C 
(segxd 3A4 and resxd 405 and name C 
(segxd 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name C 



15 



20 



25 



30 



35 



40 



45 



50 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 
assign 
assign 
assign 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A1 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA > 
(segid 3A4 and resid 436 and name CA > 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA > 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resxd 440 and name CA ) 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 



55 



60 



65 



70 



75 



80 



assxgn 

assxgn 

assxgn 

assxgn 

aasxgn 

assign 

assign 

assign 

assxgn 

assxgn 

assxgn 

assxgn 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(segxd 3A4 and resxd 404 and name C 
(segxd 3A4 and resid 404 and name CA ) 
(segxd 3A4 and resxd 404 and name CB ) 
(segid 3A4 and resid 404 and name O ) 
(segxd 3A4 and resxd 405 and name C ) 
(segxd 3A4 and resxd 405 and name CA ) 
(segxd 3A4 and resxd 405 and name CB ) 
(segxd 3A4 and resxd 405 and name N > 
I segxd 3A4 and resxd 405 and name O ) 
(segxd 3A4 and resxd 406 and name C ) 
(segxd 3A4 and resxd 406 and name CA ) 
(segxd 3A4 and resxd 406 and name N ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resxd 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resxd 404 and name CB > 
and resxd 405 and name C ) 
and resid 405 and name CA ) 
and resid 405 and name CB ) 
and resid 405 and name N ) 
and resid 405 and name O ) 
(segid 3A4 and xesid 406 and name C ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and xesid 406 and name N ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resxd 408 and name C ) 
(segxd 3A4 and resxd 408 and name CA ) 
(segxd 3A4 and resxd 408 and name CB ) 
(segxd 3A4 and resxd 408 and name N ) 
(segxd 3A4 and resxd 408 and name O ) 
(segxd 3A4 and resxd 409 and name C ) 
(segxd 3A4 and resxd 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and xesid 409 and name N ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resxd 405 and name O ) 
(segid 3A4 and resid 406 and name C ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 406 and name N ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segxd 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C > 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB > 
(segid 3A4 and resid 408 and name H ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and. name CA > 
(segid 3A4 and resid 409 and name CB ) 



11.2b 
11.77 
11.00 
12.64 
15.71 
14.79 
17.01 
18.12 
18.21 
18.56 
16.38 
16.10 
17.80 
17.45 
15.79 
16.91 
15.65 
2.46 
1.46 
2.46 
3.44 
4.76 
4.27 
5.08 
2.89 
5.83 
5.67 
5.41 
4.40 
6.86 
6.41 
5.68 
5.21 
4.90 
7.60 
7.06 
6.85 
5.99 
3.35 
3.01 
2.77 
4.24 
2.25 
3.49 
4.10 
4.39 
3.44 
5.03 
3.75 
3.78 
3.89 
3.28 
4.93 
4.90 
3.74 
3.47 
2.89 
6.02 
7.20 
6.31 
6 
6 
4 



0.27 
0.18 
0.29 
0.41 
0.76 
0.64 
0.84 
0.83 
1.08 
0.54 
0.78 
0.68 



0.26 
0.18 
0.29 
0.41 
0.77 
0.64 
0.85 
0.83 
1.07 
0.55 
0.78 
0.68 



3.89 
4.65 
4.50 
5.38 
3.30 
5.75 
5.18 
4.81 
4.68 
3.99 
6.40 
6.29 
5.37 
5.02 



12 
10 
11 
55 
61 
0.04 
0.01 
0.05 
0.05 
0.09 
0.06 
0.07 
0.06 
0.14 
0.05 
0-07 
0.07 
0.03 
0.09 
0.06 
0.04 
0.08 
0.09 
0.15 
0.23 
0.10 
0.04 
0.13 
0.02 
0.05 
0.00 
0.28 
0.17 
0.13 
0.08 
0.21 
0.07 
0.16 
0.26 
0.18 
0.08 
0.12 
0.12 
0.24 
0.02 
0.11 
0.16 
0.18 
0.24 
0.28 
0.17 
0.23 
0.O5 
0.O1 
0.12 
0.O2 
0.01 
0.21 
0.19 
0.10 
0.12 
0.05 
0.20 
0.39 
0.28 
0.26 
0.24 
0.40 
0.42 
0.49 
0.56 



12 
11 
11 
56 
60 
03 
01 
06 
.04 
0.09 
0.07 
0.08 
0.06 
0.13 
0.06 
0.07 
0.06 
0.04 
0.08 
0.06 ■ 
0.04 
0.08 
0.08 
0.15 
0.22 
0.10 
0.03 
0.12 
0.02 
0.04 
0.01 
0.28 
0.16 
0.13 
0.08 
0.20 
0.08 
0.15 
0.26 
0.18 
0.07 
0.13 
0.11 
0.25 
O.02 
0.12 
0.16 
0.19 
0.24 
0.28 
0.16 
0.24 
0.05 
0.01 
0.12 
0.02 
0.01 
0.21 
0.18 
0.09 
0.11 
0.04 
0.19 
0.39 
0.28 
0.26 
0.25 
0.39 
0.42 
0.49 
0.57 



588 



assxgn (segid 3M and res id 405 and name C ) 
assign (segxd 3A4 and resxd 405 and name C ) 
assxgn (segid 3A4 and resxd 405 and name C ) 
assxgn (segxd 3A4 and resxd 405 and name C ) 
5 assign (segxd 3A4 and resid 405 and name CA ) 
assign (segid 3A4 and resid 405 and name CA ) 
assign (segxd 3A4 and resid 405 and name CA ) 
assxgn (segxd 3A4 and resxd 405 and name CA ) 
assxgn (segxd 3A4 and resxd 405 and name CA ) 
10 assign (segxd 3A4 and resid 405 and name CA ) 
assign (segxd 3A4 and resxd 405 and name CA ) 
assxgn (segid 3A4 and resid 405 and name CA ) 
assxgn (segid 3A4 and resxd 405 and name CA ) 
assxgn (segid 3A4 and resxd 405 and name CA ) 
15 assxgn (segxd 3A4 and resid 405 and name CA ) 
assxgn (segxd 3A4 and resxd 405 and name CA ) 
assxgn (segxd 3A4 and resxd 405 and name CA ) 
assign (segid 3A4 and resxd 405 and name CA ) 
assign (segxd 3A4 and resxd 405 and name CA ) 
20 assxgn (segid 3A4 and resid 405 and name CA ) 
assxgn (segxd 3A4 and resid 405 and name CA ) 
assxgn (segxd 3A4 and resid 405 and name CA ) 
assxgn (segxd 3A4 and re3xd 405 and name CA ) 
assxgn (segxd 3A4 and resid 405 and name CA ) 
25 assign (segxd 3A4 and resxd 405 and name CA ) 
assign (segxd 3A4 and resid 405 and name CA ) 
assign (segxd 3A4 and resxd 405 and name CA ) 
assign (segxd 3A4 and resid 405 and name CA ) 
assign (segxd 3A4 and resxd 405 and name CA ) 
30 assign (segxd 3A4 and resxd 405 and name CA ) 
assxgn (segxd 3A4 and resxd 405 and name CA ) 
assxgn (segid 3A4 and resxd 405 and name CA ) 
assxgn (segid 3A4 and resxd 405 and name CA ) 
assign (segid 3A4 and resid 405 and name CA 1 
35 assign (segxd 3A4 and resid 405 and name CA ) 
assign (segxd 3A4 and resxd 405 and name CA ) 
assxgn (segxd 3A4 and resid 405 and name CA ) 
assxgn (segxd 3A4 and resid 405 and name CA ) 
assxgn (segxd 3A4 and resid 405 and name CA ) 
40 assxgn (segxd 3A4 and resxd 405 and name CA > 
(segxd 3A4 and resxd 405 and name CA ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 405 and name CB ) 



(segxd 3A4 and re*id 409 and name CD2) 



45 



50 



asbxgn 
assign 
assxgn 
assign 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assign 
assign 
assign 
assign 



iseyiu Jnt c»"v* -.ww-.~ - 

(segxd 3A4 and resxd 405 and name CB 
(segxd 3A4 and resxd 405 and name CB 
(segxd 3A4 and resxd 405 and name CB 
(segxd 3A4 and resxd 40S and name CB 
(segid 3A4 and resid 405 and name CB 
(segid 3A4 and resid 405 and name CB 
(segxd 3A4 and lesid 405 and name CB 
assxqn (segxd 3A4 and resid 405 and name CB 
assxgn (segxd 3A4 and resxd 405 and name CB 
55 assign (segid 3A4 and xesid 405 and name CB 
assign (segid 3A4 and resid 405 and name CB 
assign (segxd 3A4 and resid 405 and name CB 
assign (segxd 3A4 and resxd 405 and name CB 
assign (segxd 3A4 and resxd 405 and name CB . 
60 assign (segxd 3A4 and resxd. 405 and name CB > 
assign (segxd 3A4 and resxd 405 and name CB ) 
assign (segxd 3A4 and resxd 405 and name CB ) 
assign (segxd 3A4 and resxd 405 and name CB ) 
assign (segxd 3A4 and resxd 405 and name CB ) 
65 assign (segxd 3A4 and resxd 405 and name CB ) 
assign (segxd 3A4 and resid 405 and name CB ) 
assign (segxd 3A4 and resxd 405 and name CB ) 
assxgn (segxd 3A4 and resxd 405 and name CB ) 
assxgn (segxd 3A4 and resxd 405 and name CB ) 
70 assign (segxd 3A4 and resxd 40S and name CB ) 
assxgn (segxd 3A4 and resid 405 and name CB ) 
assign (segxd 3A4 and resxd 405 and name CB > 

• — m a n * s4 A fkQ an/4 nana M \ 



V ieyiu jn~M — — 

(segxd 3A4 and resid 409 and name CG 
(segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 410 and name N 
(segid 3A4 and resid 405 and name C 
(segid 3A4 and resid 405 and name CB 
(segxd 3A4 and resid 405 and name O 
(segid 3A4 and lesid 406 and name C 
(segid 3A4 and resxd 406 and name CA ) 
(segid 3A4 and resxd 406 and name N ) 
(segxd 3A4 and resid 406 and name 0 ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA > 
(segxd 3A4 and resid 407 and name CB ) 
(segxd 3A4 and resxd 407 and name N ) 
(segxd 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segxd 3A4 and resxd 408 and name CA ) 
(segxd 3A4 and resid 408 and name CB ) 
(segxd 3A4 and resid 408 and name N ) 
(segid 3A4 and resxd 408 and name O > 
(segxd 3A4 and resxd 409 and name CA ) 
(segxd 3A4 and resxd 409 and name CB ) 
(segxd 3A4 and resid 409 and name C02) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resxd 409 and name N ) 
(segid 3A4 and resid 410 and name CA ) 
(segxd 3A4 and resxd 410 and name N ) 
(segxd 3A4 and resxd 411 and name CA ) 
(segxd 3A4 and resxd 411 and name CB ) 
(segxd 3A4 and resxd 412 and name CA ) 
(segxd 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segxd 3A4 and resxd 415 and name CA ) 
(segid 3A4 and resxd 415 and name CB ) 
(segid 3A4 and resxd 416 and name CA ) 
(segid 3A4 and resid 434 and name CA > 
(segid 3A4 and resxd 435 and name CA > 
(seqxd 3A4 and resxd 437 and name CA ) 
(segxd 3A4 and resxd 438 and name CA ) 
(segxd 3A4 and resxd 439 and name CA ) 
(segxd 3A4 and resxd 440 and name CA ) 
(segxd 3A4 and resxd 406 and name C 
(segid 3A4 and resxd 406 and name CA 
(segxd 3A4 and resxd 406 and name N 
(segxd 3A4 and resxd 406 and name O 
(segxd 3A4 and resxd 407 and name C 
(segxd 3A4 and resid 407 and name CA 
(segxd 3A4 and resid 407 and name CB 
(segxd 3A4 and resid 407 and name N 
(segxd 3A4 and resid 408 and name C 



6.14 
4.87 
4.47 
6.09 
1.51 
1.53 
2.38 
4.40 
3.80 
2.44 
5.32 
5.50 
5.45 
6.05 
4.37 
6.64 
5.80 
5.21 
4.66 
4.60 
7.02 
6.24 
5.90 
6.47 
5.41 
5.26 
8.52 
7.27 
10.09 
9.86 
10.60 
13.22 
12.70 
15.19 
16.26 
16.86 
17.55 
16.94 
18.47 
16.13 
17.03 
15.09 
5.45 
4.52 
3.20 
6.33 



(segxd 3A4 and xesid 408 and name CA ) 
(segxd 3A4 and resid 408 and name CB ) 
(segxd 3A4 and resid 408 and name N ) 
(segxd 3A4 and resid 409 and name CA ) 



6. 
6. 
7. 
5. 
6. 
6. 
5. 



(segxd 3A4 and resid 409 and name CB 
(segxd 3A4 and resxd 409 and name CG , 
(segxd 3A4 and resid 409 and name N ) 
(segxd 3A4 and resxd 410 and name CA ) 
(segxd 3A4 and resxd 411 and name CA ) 
(segxd 3A4 and resxd 411 and name CB ) 
(segxd 3A4 and resxd 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segxd 3A4 and resid 414 and name CA ) 



75 



80 



assign (segid 3A4 and resxd 405 and name N 
assign (segid 3A4 and resxd 405 and name N 
assxgn (segid 3A4 and resxd 405 and name N 
assign (segid 3A4 and resxd 405 and name N 
assxgn (segid 3A4 and resxd 405 and name N 
assxgn (segid 3A4 and resxd 405 and name N 
assxgn (segxd 3A4 and resxd 405 and name H 
assign (segid 3A4 and resid 405 and name N 
assxgn Isegid 3A4 and resxd 405 and name N 
assign (segid 3A4 and resid 405 and name W 
assign (segid 3A4 and resid 405 and name N 



(segxd 3A4 and resid 415 and name CA 
(segxd 3A4 and resid 415 and name CB , 
(segxd 3A4 and resxd 434 and name CA ) 
(segid 3A4 and resxd 435 and name CA ) 
(segxd 3A4 and resxd 437 and name CA 
(segxd 3A4 and resid 438 and name CA ] 
(segxd 3A4 and resxd 439 and name CA 
(segxd 3A4 and resxd 440 and name CA ) 
(segxd 3A4 and rebxd 405 and name C 
s^gxd 3A4 and resid 405 and name CA 
segxd 3A4 and resid 405 and name CB 1 
(segid 3A4 and resid 405 and name O 
(segid 3A4 and resid 406 and name C 
segid 3A4 and resxd 406 and name CA 
segxd 3A4 and resxd 406 and name M 
segxd 3A4 and resxd 406 and name O 
segxd 3A4 and resid 407 and name C 
(segid 3A4 and resid 407 and name CA 
segid 3A4 and resid 407 and name CB 



91 
83 
,47 
64 
96 
54 
.88 
6.02 
7.01 
6.37 
5.67 
6.26 
9.48 
11.31 
11.19 
11.59 
13.78 
13.12 
15.42 
16.49 
16.99 
16.54 
18.51 
16.19 
17.35 
15.52 
2 
1 
2 
3 
4 
4 
2 
5 

5.62 
5.38 
5 



0.65 
0.62 
0.45 
0.38 
0.01 
0.02 
0.03 
0.07 
0.02 
0.03 
0.17 
0.12 
0.08 
0.15 
0.07 
0.14 
0.28 
0.19 
0.21 
0.15 
0.27 
0.40 
0.47 
0.66 
0.57 
0.35 
0.22 
0.25 
0.22 
0.33 
0.23 
0.6B 
0.95 
0.87 
0.71 
1.30 
0.81 
0.59 
0.59 
0.63 
0.65 
0.57 
0.17 
0.17 
0.18 
0.27 
0.13 
0.08 
0.11 
0.07 
0.32 
0.23 
0.27 
0.17 
0.49 
0.56 
0.70 
0.41 
0.30 
0.30 
0.39 
0.26 
0.64 
0.96 
0.94 
0-73 
0.86 
0.68 
0.62 
0.63 
0.65 
0.53 
0.05 
0.01 
0.01 
0.08 
0.07 
0.03 
0 
0 
0 
0 
0 



.47 
.46 
.45 
.49 
.74 
.25 
.85 
.82 



.62 



0.65 
0.63 
0.44 
0.39 
0.02 
0.01 
0.02 
0.07 
0.03 
O.02 
0.17 
0.11 
0.08 
0.15 
0.07 
0.13 
0.28 
0.19 
0.20 
0.15 
0.28 
0.41 
0.47 
0.66 
0.57 
0.34 
0.22 
0.25 
0.21 
0.33 
0.24 
0.68 
0.95 
0.88 
0.71 
1.29 
0.81 
0.59 
0.59 
0.63 
0.64 
0.56 
0.17 
0.17 
0.18 
0.26 
0.13 
0.08 
0.11 , 
0.06 
0.33 
0.24 
0.26 
0.18 
0.50 
0.57 
0.70 
0.40 
0.31 
0.29 
0.38 
0.25 
0.63 
0.96 
0.93 
0.73 
0.86 
0.68 
0.63 
0.64 
0.64 
0.53 
0.04 
0.00 
0.02 
0.09 
0.06 
0.04 

03 0.02 
12 0.12 

04 0.05 
.04 0.05 
.11 0.11 



589 



assign (segid 3A4 and res id 40S and name N 
assign (segid 3A4 and xesid 40"> and name N 
assign (segid 3A4 and resid 405 and name N 
assign (segid 3A4 and resid 405 and name N 
5 assign (segid 3A4 and resid 405 and name N 
assign (segid 3A4 and resid 405 and name N 
assign (segid 3A4 and resid 405 and name N 
assign (segid 3A4 and resid 405 and name N 
assign (segid 3A4 and resid 405 and name N 
10 assign (segid 3A4 and resid 405 and name O 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
15 assign (segid 3A4 and resid 405 and name 
assign ( segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
20 assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
25 assign (segid 3A4 and resid 4 05 and name 
assign (segid 3A4 and resid 405 and name O 
assign (segid 3A4 and resid 405 and name O 
assign (segid 3A4 and resid 405 and name O 
assign (segid 3A4 and resid 405 and name « 
30 assign (segid 3A4 and resid 40b and name 
assign (segid 3A4 and resid 405 and name 
assign (segid 3A4 and resid 405 and name 
(segid 3A4 and resid 405 and name 
(segid 3A4 and resid 406 and name 
35 assign (segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 



O 

i O 

o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 



(segid 3A4 and resid 40*7 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and xesid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O J 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N 1 



4,37 
6.83 
6.47 
5.58 



40 



45 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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(segid 3A4 and resid 406 and name C 



(segid 3A4 and resid 406 and 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 



c 
c 
c 
c 
c 
c 

assign laeyxu «**v* *~ ■ J 

assign (segid 3A4 and resid 406 and name C # 
assign (segid 3A4 and resid 406 and name C 
(segid 3A4 and resid 406 and name C 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
assign (segid 3A4 and resid 406 and name 
assign (segid 3A4 and resid 406 and name 
assign (segid 3A4 and resid 406 and name 
assign (segid 3A4 and res id 406 and name 
assign (segid 3A4 and resid 406 and name 
assign (segid 3A4 and resid 406 and name , . 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name CA ) 
assign (segid 3A4 and resid 406 and name N ) 



(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name C ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 406 and name N ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name 0 ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2J 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name M ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name CA J 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O > 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 



lbt:y*u - — 

(segid 3A4 and resid 410 and name N 
(segid 3A4 and resid 411 and name CB ) 



j-jeyj-u -«w - ~ 

(segid 3A4 and resid 411 and name N 
(segid 3A4 and resid 406 and name C ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 410 and name N 
(segid 3A4 and resid 411 and name CA J 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 406 and name C ) 



05 
80 
67 
.72 
.14 
.25 
.02 
.77 
.25 
3.52 
4.29 
4.44 
5.55 
3.47 
5.23 
4.29 
4.20 
4.17 
3.60 
5.48 
5.23 
4.27 
3.95 
5.19 
3.91 
3.44 
6.31 
6.40 
5.15 
1.24 
3.19 
2.43 
3.67 
1.33 
4.07 
4.95 
4.77 
5.53 
3.52 
5.94 
5.39 
5.21 
5.28 
5.95 
4.40 
6.52 
6.45 
5.35 
4.62 
7.56 
6.38 
1.53 
2.40 
4.56 
3.82 
4.85 
2.45 
5.52 
5.93 
5.76 
6.21 
4.60 
7.00 
6.21 
5.84 
5.53 
5.95 
5.16 
6.4S 
5.64 
8.96 
6.98 
10.51 
13.72 
14.13 
17.08 
18.04 
17.56 
2.45 



O.05 
0.05 
0.17 
0.08 
0.11 
0.05 
0.15 
0.49 
0.25 
0.12 
0.25 
0.03 
0.01 
0.39 
0.43 
0.28 
0.29 
0.18 
0.43 
0.68 
0.58 
0.52 
0.52 
0.69 
0-61 
0.70 
0.69 
0.74 
0.71 
0.70 
0.55 
0.49 
0.57 
0.02 
0.14 
0.02 
0.07 
0.01 
0.15 
0.35 
0,23 
0.21 
0.19 
0.38 
0.51 
0.51 
0.61 
0.58 
0.43 
0.51 
0-47 
0.54 
0.53 
0.36 
0.41 
0.01 
0.03 
0.09 
0.03 
0.07 
0.03 
0.12 
0.32 
0.17 
0.17 
0.14 
0.34 
0.48 
0.50 
0.66 
0.67 
0.40 
0.49 
0.47 
0.33 
0.31 
0.42 
1.02 
1.37 
1.22 
1.12 
0.73 
0.01 



0.04 
0.06 
0.17 
0.07 
0.11 
0.05 
0.16 
0.49 
0.26 
0.11 
0.24 
0.03 
0.01 
0.39 
0.43 
0.29 
0.29 
0.17 
0.44 
0.68 
0.58 
0.52 
0.53 
0.69 
0.60 
0.70 
0.68 
0.73 
0.71 
0.70 
0.55 
0.50 
0.57 
0.01 
0.15 
0.02 
0.06 
0.01 
0.15 
0.35 
0.23 
0.22 
0.19 
0.37 
0.51 
0.50 
0.61 
0.58 
0.42 
0.50 
0.46 
0.54 
0.53 
0.36 
0.41 
0.00 
0.02 
0.09 
0-02 
0.07 
0.03 
0.11 
0.31 
0.18 
0.18 



14 

,34 
.48 
.50 
.65 
.68 
.40 
.49 
0.48 
0.34 
0.31 
0.42 
1.02 
1.37 
1.21 
1.12 
0.72 
0.01 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
a33ign 



> 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
J 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 106 and name N 
(segid 3A4 and xesid 406 and name N 
(segid 3A4 and resid 406 and name N 
(segid 3A4 and resid 406 and name N 
(segid 3A4 and resid 406 and name N 
(segid 3A4 and lesid 406 and name N 
(segid 3A4 and resid 406 and name M 
(segid 3A4 and resid 406 and name N 
(segid 3A4 and resid 406 and name N 
(segid 3A4 and resid 406 and name N 
(segid 3A4 and resid 406 and name N 
(segid 3A4 and resid 406 and name 
(segid 3A1 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name 0 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and lesid 406 and name O ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 406 and name O ) 
(segid 3A4 and resid 407 and name C J 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA > 
(segid 3A4 and res id 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and re* id 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and res»id 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CA ) 



(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 406 and name 0 > 
(segid 3A4 and xesid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 end name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N 
(segid 3A4 and resid 408 and name O 
(segid, 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 409 and name CG 
(segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 410 and name N 
(segid 3A4 sndj resid 407 and name C 



1 .46 

3.49 

4. 78 

4.21 

5.02 

2.81 

5.89 

5.92 

5.52 

5.64 

4.45 

7.10 

6.76 

6.08 

5.73 

5.80 

5.22 



\ acijiu — - 

(segid 3A4 and resid 407 and name CA ) 



\ aeyi-u _j.n-» > 

(segid 3A4 and resid 407 and name CB . 
(segid 3A4 and resid 407 and name N ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and re3id 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA > 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG > 
(segid 3A4 and resid 409 and name N ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 412 and name N ) 
(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C 1 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and tesid 409 and name N ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N > 
(segid 3A4 and resid 411 and name CA ) 



36 
35 
23 
75 
16 
.24 
3.77 
4.68 
4.83 



80 
77 
50 
.55 
.65 
.83 
.77 
.07 
.62 
5.45 
4.29 
3.67 
6.50 
6.84 
6.98 
5.54 
2.SO 
1.24 
3.05 
2.44 
3.73 
1.33 
3.77 
4.81 
4.65 
5.55 
7.16 
6.24 
3.43 
5.95 
5.15 
4.77 
4.01 
6.32 
6.28 
5.31 
4.85 
4.47 
6.15 
1.51 
1.54 
2.38 
4.44 
3.82 
4.91 
2.45 
5.22 
5.73 
5.67 
6.32 
7.03 
4.55 
6.88 
5.93 
5.33 
4.77 
6.39 



0.01 
0.04 
0.04 
0.07 
0.12 
0.08 
0.08 
0.23 
0.10 
0.13 
0.07 
0.24 
0.36 
0.41 
0.56 
0.61 
0.32 
0.36 
0.35 
0.26 
0.04 
0.12 
0.01 
0.28 
0.60 
0.44 
0.42 
0.34 
0.63 
0.78 
0-79 
0.87 
0.81 
0.68 
0.76 
0.61 
0.69 
0.76 
0.60 
0.55 
0.47 
0.57 
0.03 
0.01 
0.09 
0.O2 
0.02 
0.01 
0.12 
0.24 
0.18 
0.18 
0.11 
0.13 
0.15 
0.19 
0.33 
0.38 
0.36 
0.32 
0.35 
0.30 
0.32 
0.31 
0.45 
0.01 
0.01 
0.02 
0.08 
0.02 
0.06 
0.02 
0.12 
0.32 
0.22 
0.25 
0.17 
0.15 
0.31 
0.46 
0.52 
0.44 
0.40 



0.01 
0.04 
0.04 
0.07 
0.12 
0.09 
0.08 
0.22 
0.11 
0.12 
0.06 
0.23 
0.36 
0.41 
0.56 
0.61 
0.32 
0.36 
0.36 
0.26 
0.04 
0.11 
0.01 
0.29 
0.61 
0.44 
0.42 
0.34 
0.64 
0.78 
0.78 
0.87 
0.80 
0.68 



76 
61 
69 
77 
59 
.54 
.47 
0.58 
0.02 
0.02 
0.09 
0.02 
0.02 
0.01 
0.11 
0.24 
0.18 
0.19 
0.10 
0.13 
0.15 
0.20 
0.33 
0.38 
0.36 
0.32 
0.34 
0.31 
0.32 
0.31 
0.44 
0.02 
0.00 
0.02 
0.08 
0.02 
0.05 
0.02 
0.11 
0.32 
0.22 
0.25 
0.17 
0.15 
0.31 
0.46 
0.53 
0.45 
0.41 
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assign (segid 3A4 and resid 401 and name CA 
assign (segid 3A4 and resid 407 and name CA 
assign (segxd 3A4 and resid 407 and name CA 
assign (segid 3A4 and resid 407 and name CA 
5 assign (segid 3A4 and resid 407 and name CA 
"sign selid 3A4 and resid 407 and name CA 
assign (segid 3A4 and resid 407 and name CA 
assign (segid 3A4 and resid 407 and name CA 
assign {segid 3A4 and resid 407 and name CB 
10 assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
assign segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
15 assign (segid 3A4 and resid 407 and name CB 
assign segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
20 assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
assign segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and lesid 407 and name CB 
25 assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name CB 
assign (segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name N 
30 assign (segid 3A4 and resid 407 and name N 
assign segid 3A4 and resid 407 and name N 
assign seg\d 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name M 
assign (segid 3A4 and resid 407 and name N 
35 assign (segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name N 
40 assign (segid 3A4 and rebid 407 and name N 
assign (segid 3A4 and resid 407 and name N 
assign t segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name H 
45 assign (segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name N 
assign (segid 3A4 and resid 407 and name H 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
50 assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name o 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
55 assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and xesid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
60 assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
65 assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name O 
assign (segid 3A4 and resid 407 and name 
assign (segid 3A4 and resid 407 and name 
assign (segid 3A4 and resid 407 and name 
70 assign (segid 3A4 and resid 407 and name 
assign (segid 3A4 and resid 408 and name 
assign (segid 3A4 and resid 408 and name 
assign (segid 3A4 and resid 408 and name 
assign (segid 3A4 and resid 408 and name - 
75 assign (segid 3A4 and resid 408 and name C 
assign (segid 3A4 and resid 408 and name C 
assign (segid 3A4 and resid 408 and name C 
assign (segid 3A4 and resid 408 and name C 
assign (segid 3A1 and resid 408 and name C 
80 assign (segid 3A4 and resid 408 and name C 
assign (segid 3A4 and xesid 408 and name C 
assign (segid 3A4 and resid 408 and name C 
assign (segid 3A4 and resid 408 and name C 



(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name M ) 
(segid 3A4 and resid 412 and name CA 
segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA 
segid 3A4 and resid 415 and name CB 
segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 408 and name C J 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB > 
(segid 3A4 and resid 409 and name N ) 
(segid 3A4 and resid 410 and name CA J 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
{segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 



(segid 3A4 ana reaw - _ 

(segid 3A4 and resid 440 and name CA 16.87 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 

> 
) 
) 
> 
) 
) 
) 



5.94 
5.49 
8.72 
12.88 
13.46 
16.61 
17.55 
16.46 
5.47 
4.53 
5.48 
3.23 
6.18 
7.13 
7.02 
7.73 
5.80 
6.64 
6.17 
7.14 
6.40 
6.46 
9.61 
13.94 
14.36 
17.44 
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(segid 3A4 and resid 407 and name C ) 
(segid 3A4 and resid 407 and name CA ) 
{segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 407 and name O ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N > 
(segid 3A4 and resid 409 and name O > 
{segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name C ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name N ) 
(segid 3A4 and resid 408 and name O ) 
(segid 3A4 and resid 409 and name C > 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2> 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name C ) 
{segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 411 and name O ) 
(segid 3A4 and rebid 412 and name N ) 
(segid 3A4 and resid 408 and name CB I 
(segid 3A4 and resid 408 and name O J 
(segid 3A4 and resid 409 and name C ) 
segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 409 and name CD2) 
(seqid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N « 
(segid 3A4 and resid 409 and name O 
(segid 3A4 and resid 410 and name C 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 410 and name N 
(segid 3A4 and resid 410 and name O 



0.40 
0.41 
0.49 
1 .02 
1.47 
1.25 
1.21 
0.74 
0.08 
0.08 
0.14 
0.08 
0.13 
0.29 
0.16 
0.19 
0.11 
0.55 
0.44 
0.45 
0.46 
0.45 
0.50 
0.97 
1.43 
1.17 
0.72 
0.02 



2.49 
1.45 
2.46 
3.54 
4.83 
4.28 
5.06 
2.87 
5.82 
5.92 
5.67 
5.98 
fa. 54 
4.59 
7.09 
6.69 
5.82 
5.09 
7.17 
6.40 
3.22 
3.00 
2.77 
4.25 
2.25 
3.32 
4.46 
4.60 
5.73 
7.38 
6.59 
3.60 
5.49 
4.20 
4.11 
3.58 
5.33 
5.22 
4.17 
3.71 
3.42 
6.29 
5.25 
2.48 
1.24 
3.15 
2.44 
3.70 
4.66 
4.19 
1.32 
4.14 
4.65 
4.48 
3.24 
5.81 



00 
.02 
,03 
.08 
.01 
.07 
0.02 
0.12 
0.30 
0.22 
0.30 
0.24 
0.14 
0.31 
0.41 
0.48 
0.40 
0.34 
0.34 
0.06 
0.17 
0.05 
0.02 
0.02 
0.19 
0.34 
0.30 
0.26 
0.18 
0.25 
0.24 
0.29 
0.40 
0.43 
0.43 
0.38 
0.44 
0.38 
0.34 
0.41 
0.40 
0.54 
0.03 
0.02 
0.07 
0.01 
0.03 
0.13 
0.13 
0.02 
0.15 
0.06 
0.07 
0.07 
0.07 



40 
41 
.49 
02 
.47 
.25 
.20 
.74 
.08 
0.06 
0.13 
0.09 
0.13 
0.29 
0.16 
0.20 
0.11 
0.55 
0.44 
0.45 
0.46 
0.45 
0.51 
0.96 
1.43 
1.17 
0.73 
0.02 
0.01 
0.02 
0.04 
0.08 
0.02 
0.07 
0.01 
0.11 
0.30 
0.21 
0.29 
0.25 
0.15 
0.30 
0.41 
0.48 
0.40 
0.34 
0.34 
0.05 
0.17 
0.04 
0.02 
0.02 
0.19 
0.34 
0.30 
0.27 
0.17 
0.25 
0.23 
0.29 
0.41 
0.43 
0.43 
0.38 
0.44 
0.37 
0.34 
0.40 
0.40 
0.54 
0.04 
O.01 
0.06 
0.01 
0.03 
0.12 
0.13 
0.02 
0.15 
0.06 
0.07 
0.08 
0.07 
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c 
c 
c 
c 
c 
c 
c 



assign (segid 3A4 and resid 408 and name C 
assign (segid 3A4 and res id 408 and name C 
assign (segid 3A4 and res id 408 and name 
assign (segid 3A4 and resid 408 and name 
5 assign (segid 3A4 and resid 408 and name 
assign (segid 3A4 and resid 408 and name 
assign (segid 3A4 and resid 408 and name 
assign (segid 3A4 and resid 408 and name 
assign (segid 3A4 and resid 408 and name 
10 assign (segid 3A4 and resid 408 and name CA 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
15 assign (segid 3A4 and resid 408 and name CA ) 
a&sign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
20 assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and re*»id 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA 
25 assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
30 assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
35 assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
assign (segid 3A4 and resid 4 08 and name CA ) 
assign (segid 3A4 and resid 408 and name CA ) 
40 assign (segid 3A4 and resid 408 and name CA 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
45 assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB > 
50 assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
55 assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
assign (segid 3A4 and resid 408 and name CB ) 
60 assign (segid 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 408 and name CB ) 



(segid 3A4 and resid 411 and name C 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 411 and name N 
(segid 3A4 and lesid 411 and name O 
(segid 3A4 and resid 412 and name C 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 4 08 and name CB 
assign (segid 3A4 and resid 408 and name CB 
assign (segid 3A4 and resid 408 and name CB 
70 assign (segid 3A4 and resid 408 and name N 
assign (segid 3A4 and resid 408 and name M 
assign (segid 3A4 and resid 408 and name N 
assign (segid 3A4 and resid 408 and name N 
assign (segid 3A4 and resid 408 and name H 
75 assign (segid 3A4 and resid 408 and name N 
assign (segid 3A4 and resid 408 and name H 
assign (segid 3A4 and resid 408 and name N 
assign (segid 3A4 and resid 408 and name H 
assign (segid 3A4 and resid 408 and name H 
80 assign (seqid 3A4 and resid 408 and name H 
assign (segid 3A1 and resid 408 and name N 
assign (segid 3A4 and resid 40B and name N 
assign (segid 3A4 and resid 408 and name H 



» - — — — 

(segid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 412 and name N 
(segid 3A4 and resid 412 and name 0 
(segid 3A4 and resid 408 and name C 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 408 and name O 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA > 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 411 and name O ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 412 and name N ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N ) 
(segid 3A4 and resid 409 and name O > 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA > 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 412 and name N ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resxd 415 and name CB ) 
(beg id 3A4 and resid 416 and name CA > 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resxd 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 



isey-Lu «. ~ - — — — 

(segid 3A4 and xesid 408 and name C 
(segid 3A4 and resid 408 and name CA 
(segid 3A4 and resid 408 and name CB 
(segid 3A4 and resid 408 and name O 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name CA 
(segid 3A4 and resid 409 and name CB 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name N ) 
(segid 3A1 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 



4.89 
4.64 
4.63 
3.86 
6.04 
5.31 
4.98 
4.18 
5.04 
1.53 
1.53 
2.40 
4.56 
3.82 
4.86 
5.68 
5.12 
2.45 
5.61 
5.70 
5.54 
4.40 
6.88 
5.79 
5.39 
4.95 
4.77 
6.88 
6.07 
5.27 
9.88 
9.94 
12.99 
13.97 
15.10 
18.37 
18.22 
15.52 
15.28 
12.68 
5.46 
4.38 
5.15 
5.35 
4.96 
3.08 
6.45 
7.04 
6.83 
5.56 
6.88 
6.69 
6.25 
6.14 
6.70 
6.18 
9.93 
9.49 
12.28 
13.34 
14,16 
17.02 
18-32 
16.88 
18.29 
16.86 
14.19 
14.17 
11.76 
2 



13 
06 
26 
,05 
.13 
.61 
.34 
.26 
.69 
0.01 
0.02 
0.02 
0.04 
0.00 
0.04 
0.17 
0.14 
0.03 
0.13 
0.07 
0.10 
0.11 
0.06 
0.13 
0.06 
0.23 
0.05 
0.15 
0.37 
0.28 
0.86 
1.35 
1.18 
1.10 
1.24 
0.67 
0.86 
0.90 
0.75 
0.75 
0.07 
0.07 
0.11 
0.24 
0.21 
0.07 
0.18 
0.07 
0.08 
0.09 
0.16 
0.12 
0.28 
0.10 
0.36 
0.24 



.46 



1.46 
2.48 
3.44 
4.87 
4.30 
5.13 



.37 
.52 
.89 
.03 
.93 
.43 



6 
5 
2 
6 
5 
5 

4.40 



0.13 
0.06 
0.26 
O.05 
0.13 
0.6? 
0.34 
0.27 
0.70 
0.01 
0.02 
0.01 
0.04 
0.01 
0.05 
0.17 
0.15 
0.02 
0.13 
0.06 
0.10 
0.12 
0.06 
0.14 
0.06 
0.24 
0.06 
0.15 
0.37 
0.28 
0.86 
1.34 
1.17 
1.11 
1.24 
0.66 
0.85 
0.89 
0.74 
0.75 
0.08 
0.07 
0.13 
0.25 
0.2? 
0.08 
0.18 
0.07 
0.07 
0.09 
0.15 
0.12 
0.29 
0.09 
0.37 
0.24 
0.83 
1.15 
1.04 
0.93 
1.21 
1.38 
0.87 
0.65 
0.83 
0.79 
0.84 
0.66 
0.65 
0.04 
0.00 
0.03 
0.05 
0.12 
0.09 
0.13 
0.16 
0.09 
0.08 
0.08 
0.16 
0.23 
0.22 



0.88 
0.66 
0.83 
0.78 
0.83 
0.67 
0.65 
0.03 
0.01 
0.03 
0.04 
0.12 



09 
13 
16 
.08 
,09 
.08 
.16 
23 



d.23 
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20 



25 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(sag id 3A4 and res id 408 and name N 
(segid 3A4 and lesid 408 and name H 
(segid 3A4 and resid 408 and name N 
(segid 3A4 and resid 408 and name N 
(segid 3A4 and re3id 408 and name N 
(segid 3A4 and resid 408 and name N 
(segid 3A4 and resid 408 and name 0 
(segid 3A4 and resid 408 and name 0 
(segid 3A4 and resid 408 and name 0 
(segid 3A4 and resid 408 and name 0 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 408 and name 0 
(segid 3A4 and resid 408 and name O 
(segid 3A4 and resid 408 and name O 
(segid 3A4 and resid 408 and name O 
(segid 3A4 and resid 408 and name 0 
(segid 3A4 and resid 408 and name 0 
(segid 3A4 and resid 408 and name O 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
1 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB > 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 412 and name N ) 
(s,egld 3A4 and resid 408 and name CB ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CA ) 
I segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 



y leyiu 

(segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 409 and name 0 
(segid 3A4 and resid 410 and name C 



0.15 
0.20 
0.14 
0.24 
0.14 
0.34 
0.05 
0.13 
0.03 
0.05 
0.13 
0.16 
0.01 
0.26 
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(segid 3A4 and resid 410 and name CA ) 
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(segid 3A4 and resid 410 and name N 
(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 411 and name O ) 
(segid 3A4 and resid 412 and name C " 
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(segid 3A4 and resid 412 and name CA ) 
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(segid 3A4 and resid 408 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name C 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA > 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA > 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA > 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(sogid 3A4 and tesid 409 and name CB ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CB ) 



\ ocyiu ji-in - - 

(segid 3A4 and resid 412 and name N 
(segid 3A4 and resid 412 and name O , 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB > 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 411 and name 0 ) 
(segid 3A4 and resid 412 and name C ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 412 and name N ) 
(segid 3A4 and resid 412 and name O ) 
(segid 3A4 and resid 409 and name C ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 409 and name O ) 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name « > 
(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 411 and name O ) 
(segid 3A4 and resid 412 and name C ) 
(segid 3A4 and resid "412 and name CA ) 
(segid 3A4 and resid 412 and name N ) 
(segid 3A4 and resid 412 and name O ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resid 414 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 409 and name CD2) 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and resid 410 and name C ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 410 and name O ) 
(segid 3A4 and resid 411 and name C ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and ros»id 411 and name N ) 
(segid 3A4 and xesid 412 and name C ) 
(segid 3A4 and resid 412 and name CA I 
(segid 3A4 and resid 412 and name N ) 



7.04 
6.57 
5.86 
5.40 
5.07 
6.22 
3.34 
3.10 
2.77 
4.24 
5.04 
4.84 
2.24 
3.84 
4.10 
4.31 
3.30 
5.15 
3.74 
3.70 
3.81 
3.16 
4.87 
4.33 
3.81 
2.99 
4.19 
2.50 
4.40 
3.87 
1.23 
3.09 
2.42 
1.33 
4.03 
4.76 
4.53 
5.41 
3.28 
5.91 
4.70 
4.93 
4.07 
4.32 
1.51 
1.53 
3.14 
2.57 
2.38 
4.41 
3.79 
2.42 
5.43 
5.47 
5.38 
6.00 
4.27 
6.63 
4.92 
5.19 
4.56 
4.36 
7.97 
8.77 
12.02 
12.90 
14.65 
16.65 
16.29 
13.24 
2.52 
1.52 
5.55 
4.63 
3.35 
6.49 
6.91 
6.62 
7.48 
5.63 
5.98 
6.48 
5.98 



0.16 
0.21 
0.15 
0.24 
0.14 
0.33 
0.05 



16 
.15 
.08 
.14 
.11 
0.12 
0.31 
0.16 
0.12 
0.61 
0.37 
0.27 
0.66 
0.04 
0.08 
0.05 
0.00 
0.03 
0.01 
0.01 
O.09 
0.11 
0.07 
0.18 
0.07 
0.13 
0.35 
0.16 
0.14 
0.25 
0.01 
0.02 
0.08 
0.04 
0.02 
0.03 
0.03 
0.03 
0.09 
0.15 
0.09 
0.25 
0.08 
0.18 
0.54 
0.25 
0.19 
0.53 
0.92 
1.59 
1.52 
1.51 
1.49 
0.72 
0.68 
0.72 
0.03 
0.02 
0.06 
0.09 
0.10 
0.10 
0.15 
0.07 
0.22 
0.08 
0.58 
0.30 
0.21 



14 
04 
,04 
,13 
.16 
.01 
.26 
0.16 
0.15 
0.08 
0.14 
0.11 
0.12 
0.30 
0.16 
0.12 
0.60 
0.37 
0.28 
0.66 
0.04 
0.08 
0.04 
0.01 
0.04 
0.01 
0.01 
0.09 
0.11 
0.07 
0.18 
0.07 
0.13 
0.34 
0.16 
0.13 
0.25 
0.02 
0.02 
0.09 
0.04 
0.02 
0.O3 
0.02 
0.04 
0.09 
0.15 
0.10 
0.24 
0.08 
0.18 
0.54 
0.26 
0.19 
0.53 
0.92 
1.58 
1.53 
1.50 
1.48 
0.72 
0.68 
0.72 
0.03 
0.02 
0.07 
0.09 
0.10 
0.10 
0.15 
0.08 
0.21 
0.08 
0.58 
0.30 
0.20 
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10 



15 



20 



25 



assign (segxd 3A4 and resid 409 and name CB , |,egid 3A4 and resid «U and 0^ 1 

assiqn (segid 3A1 and re,ld 109 and name CB segid 3A4 ana ^ ^ ^ ) 

assign (*egid 3A1 and resid 109 and name CB segid 3M ana an<j ^ ^ ( 

assign (segid 3A4 and resid 409 and name CB segid 3M a an<j ^ ^ , 

assign (segid 3A4 and xesid 409 and name CB segid 3A4 a ^ ^ } 

assign (segid 3A4 and resid 409 and name CB ) segid ma ana ^ 

assign (segid 3A4 and resid 409 and name CB segid 3A4 and real ^ ^ ^ } 

assign (segid 3A4 and resid 409 and name CB ) (segia .mm anu ^ ^ ..^ ra 

assign (segid 3A4 and resid 409 and name CB J 
assign (segid 3A4 and resid 409 and name CD2 
assign (segid 3A4 and resid 409 and name CD2) 
assign (segid 3A4 and resid 409 and name CD2) 
assign (segid 3A4 and resid 409 and name CM 

assign (segid 3A4 and resid 409 and name CD2 — -™ — ^ gnd nan8 „ , 

assign (segid 3A4 and resid 409 and name CD2 segid 3A4 ana ^ r } 

25 S=SS 55 £ "sid SSI fn = S 2 Kg g and resid 412 end name O, 

S33 3A4 S rSid SB 3 = S i ffl 2S S3 «• - = s > 

assign (segid 3A4 and resid 409 and name CG ) 
assign (segid 3A4 and resid 409 and name CG ) 
assign Isegid 3A4 and resid 409 and name CG ) 
assign (segid 3A4 and resid 409 and name CG ) 
assign (segid 3A4 and resid 409 and name CG ) 



(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resid 410 and name C 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 410 and name N 
(segid 3A4 and resid 411 and name N 
(segid 3A4 and resid 412 and name C 



laegiu - ~ ** — . 

(segid 3A4 and res id 410 and name CA ) 
(segid 3A4 and resid 410 and name N ) 
(segid 3A4 and resid 411 and name N } 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 412 and name H ) 



30 



assign 
assign 
assign 
assign 



35 



40 



assign 
assign 
assign 
assign 



\aeyj.u jnt - '->——— 

(segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 409 and name H 
assign (segid 3A4 and resid 409 and name N 
assign (segid 3A4 and resid 409 and name N 
assign (segid 3A4 and resid 409 and name N 
assign (segid 3A4 and resid 409 and name N 
assign (segid 3A4 and rosid 409 and name N 
assign (segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 4 09 and name N 
assign (segid 3A4 and resid 409 and name N 
assign (segid 3A4 and resid 409 and name N 
assign (segid 3A4 and resid 409 and name N 
assign (segid 3A4 and resid 409 and name N 
assign (segid 3A4 and resid 409 and name N 
(segid 3A4 and resid 409 and name N 
(segid 3A4 and re3id 409 and name O 
(segid 3A4 and resid 409 and name O 
assign (segid 3A4 and resid 409 and name 0 
assign (segid 3A4 and resid 409 and name O 
assign (segid 3A4 and resid 409 and name 0 
50 assign (segid 3A4 and resid 409 and name O 
(seqid 3A4 and resid 409 and name O 
(segid 3A4 and resid 409 and name O 
assign (segid 3A4 and resid 409 and name O 
assign (segid 3A4 and resid 409 and name O 
55 assiqn (segid 3A4 and resid 409 and name O 
(segid 3A4 and resid 409 and name O 
(segid 3A4 and resid 409 and name O 
(segid 3A4 and resid 409 and name O 
(segid 3A4 and resid 409 and name O 
(segid 3A4 and resid 409 and name 0 
(segid 3A4 and resid 40 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



45 



assign 
assign 
assign 
assiqn 



assign 
assign 
assign 
assign 



(segid 3A4 and resid 409 and name CA > 
(segid 3A4 and resid 409 and name CB ) 
[segid 3A4 and resid 409 and name CD2J 
(segid 3A4 and resid 409 and name CG ) 
(segid 3A4 and xesid 409 and name O 
(segid 3A4 and resid 410 and name C 
(segid 3A4 and resid 410 and name CA 
(segid 3A4 and resid 410 and name N 
(segid 3A4 and resid 410 and name O 
(segid 3A4 and resid 411 and name C 
(segid 3A4 and resid 411 and name CA 



0.56 
0.89 
1.59 
1.66 
1.63 
1.6B 
0.76 
0.78 
0.03 
0.10 
0.09 
0.10 
0.09 
0.73 
0.39 
0.26 
0.88 
0.05 
0.06 
0.09 
0.09 
0.12 
0.40 
0.29 
0.78 
0.03 
0.00 
0.02 
0.12 
0.09 
0.05 
0.07 
0.09 
0.09 
0.10 
0.12 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 
(segid 3A4 and resid 



70 



75 



80 



(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
„ a (segid 3A4 and resid 

assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and rosid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and cesld 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



t segia j/vi aii« • ; — __ . 

(segid 3A4 and resid 411 and name CB 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 411 and name O J 
(segid 3A4 and resid 412 and name C 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 412 and name N > 
(segid 3A4 and resid 412 and name O ,) 
) (segid 3A4 and resid 409 and name CB 
) (segid 3A4 and resid 409 and name CD2 
) (segid 3A4 and resid 409 and name CG ) 
) (segid 3A4 and resid 410 and name C ) 
) (segid 3A4 and resid 410 and name CA ) 
) (segid 3A4 and resid 410 and name N ) 
) (segid 3A4 and resid 410 and name O ) 
) (segid 3A4 and resid 411 and name C ) 
) (segid 3A4 and resid 411 and name CA ) 
) (segid 3A4 and resid 411 and name CB ) 
) (segid 3A4 and resid 411 and name N ) 
\ (segid 3A4 and resid 411 and name O ) 
) (segid 3A4 and resid 412 and name C ) 
) (segid 3A4 and resid 412 and name CA ) 
) (segid 3A4 and resid 412 and name N ) 
) (segid 3A4 and resid 412 and name O ) 
) (segid 3A4 and resid 40 and name CB ) 
40 and name C ) (segid 3A4 and resid 
40 and name C ) (segid 3A4 and resid 
40 and name C > (segid 3A4 and resid 
40 and name C ) (segid 3A4 and resid 
40 and name C ) (segid 3A4 and resid 
40 and name C ) (segid 3A4 and resid 
40 and name C ) (segid 3A4 and resid 
40 and name C ) (segid 3A4 and resid 
40 and name C ) (segid 3A4 and resid 
40 and name C ) (segid 3A4 and resid 

So a^d n^ C CA ) & SS SS SS3 3,0 and n^e CA j 

:s t% s i isrd as ss sss = £ 

40 and name CA ) (segid 3A4 and resid 313 and name CB 

So a£ ^ a segid 3A4 end resid 314 end name CA 

40 1% name CA ) (segid 3A4 and resid 314 and name CB 

40 and nam. CA ) (segid 3A1 and resjd 31^ end name CA ) 



40 and name O ) 

41 and name C ) 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 

41 and name O ) 

42 and name C ) 
42 and name CA ) 
42 and name CB 1 
42 and name N ) 
42 and name O ) 



5.25 
8.53 
9.21 
12.26 
13.14 
14.84 
16.66 
16.15 
13.79 
7.38 
6.19 
5.50 
7.22 
5.96 
6.64 
6.64 
5.05 
1.48 
6.92 
6.09 
4.74 
6. 83 
7.10 
6.81 
5.71 
2.50 
1.46 
2.47 
3.81 
3.08 
3.59 
4.75 
4.19 
2.77 
5.91 
5.62 
5.35 
5.59 
4.30 
6.82 
5.64 
5.59 
4.83 
5.17 
3.10 
4.66 
4.41 
3.17 
2.76 
2.25 
3.79 
4.67 
4.68 
5.80 
3.59 
5.69 
4.16 
4.63 
3.94 
3.83 
2.48 
1.23 
3.05 
2.44 
3.69 
1.32 
3.86 
4.58 
4.54 
5.33 
3.37 
5.56 
18.44 
18.20 
17.32 
16.85 
15.30 
15.36 
18.04 



40 and name CA ) (segia jmi anu ~- : " „ 0 86 

X S3 S= CA J SSES £ sS reli 319 S= | | - ? 
So 3 "X S ! Isegid 2S S3 322 SS = S ! 1-07 



0.55 
0.90 
1.59 
1.66 
1.64 
1.68 
0.77 
0.77 
0.82 
0.10 
0.09 
0.10 
0.09 
0.73 
0.38 
0.26 
0.89 
0.05 
0.05 
0.09 
0.10 
0.12 
0.39 
0.28 
0.78 
0.03 
0.00 
0.01 
0.12 
0.09 
0.04 
0.07 
0.09 
0.10 
0.09 
0.13 
0.06 
0.22 
0.08 
0.12 
0.60 
0.29 
0.23 
0.64 
0.09 
0.08 
0.07 
0.11 
0.03 
0.01 
0.14 
0.26 
0.21 
0.29 
0.18 
0.24 
0.29 
0.34 
0.34 
0.27 
0.04 
0.00 
0.06 
0.01 
0.04 
0.01 
0.08 
0.12 
0.11 
0.09 
0.10 
0.25 
0.61 
0.62 
0.70 
0.66 
0.69 
0.68 
0.G9 
0.86 
1.17 
1.32 
1.07 



0.09 
0.09 
0.07 
0-11 
0.03 
0.01 
0.14 
0.27 
0.21 
0.29 
0.17 
0.24 
0.2B 
0.33 
0.34 
0.27 
0.05 
0.00 
0.06 
0.02 
0.04 
0.00 

o.oa 

0.12 
0.11 
0.10 
0.10 
0.26 
0.62 
0.62 
0.70 
0.66 
0.69 
0.69 
0.70 



595 



assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
5 assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn < segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
10 assxgn {segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
15 assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
20 assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
25 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
30 assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
35 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resxd 
45 assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resxd 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign tsegxd 3A4 and resxd 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
60 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segxd 3A4 and resxd 
assxgn (segxd 3M and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 ond resid 
80 assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
4 0 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA } 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 ,and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA > 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 



12. m 
11.39 
15.18 
16.57 
15.02 
15.13 
17.29 
17.05 
18.32 
18.32 



40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA > 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 



(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and lesxd 323 and name CB ) 
(segxd 3A4 and tesxd 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB J 
(segid 3A4 and resxd 326 and name CA ) 
(segid 3A4 and resxd 326 and name CB ) 
(segxd 3A4 and resxd 327 and name CA ) 
(segxd 3A4 and resxd 327 and name CB ) 
(segxd 3A4 and resid 328 and name CA 18.17 
(segid 3A4 and resid 329 and name CA 15.06 
(segid 3A4 and resid 329 and name CB 13.87 
(segid 3A4 and resid 330 and name CA 14.45 
segid 3A4 and resid 330 and name CB 15.44 
(segid 3A4 and resid 331 and name CA U.29 
(segxd 3A4 and resxd 331 and name CB 10.62 
segxd 3A4 and resxd 332 and name CA 11.94 
(segxd 3A4 and resxd 333 and name CA 
(segid 3A4 and resxd 335 and name CA ) 
(segxd 3A4 and resid 336 and name CA 
(segid 3A4 and resxd 336 and name CB ) 
(segxd 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 338 and name CA 1 
(segid 3A4 and resid 339 and name CA 
(segid 3A4 and resid 341 and name CA J 
(segxd 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) ----- 
(segid 3A4 and resid 343 and name CA 12.94 
(segid 3A4 and resid 343 and name CB ) 11.80 
(segid 3A4 and resid 344 and name CA 12.41 
(segid 3A4 and resid 34 4 and name CB ) 13-65 
(segid 3A4 and resid 345 and name CA 
(segxd 3A4 and resid 345 and name CB 
(segid 3A4 and resid 346 and name CA ) 
{segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 348 and name CA } 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(seqid 3A4 and resid 352 and name CB > 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resxd 354 and name CB 
(segid 3A4 and resid 355 and name CA ) 
(segxd 3A4 and resid 355 and name CB 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(seqid 3A4 and resid 357 and name CA ) 
(segid 3A4 and resid 357 and name CB ) ----- 
(segid 3A4 and resid 360 and name CA ) 18.06 
(segid 3A4 and resxd 360 and name CB 16.97 
( seqxd 3A4 and resxd 381 and name CA ) 10.27 
(seqid 3A4 and resxd 382 and name CA ) 8.60 
seqid 3A4 and resxd 382 and name CB ) 7.35 
segid 3A4 and resid 383 and name CA ) 12.04 
segid 3A4 and resxd 384 and name CA ) 12.35 
seqid 3A4 and resid 384 and name CB J 13.03 
(seqid 3A4 and resid 385 and name CA ) 
(segxd 3A4 and resxd 386 and name CA 
(seqid 3A4 and resid 387 and name CA ) 
segid 3A4 and resid 388 and name CA ) 

1 ! , i ~. M 1QQ anH name CB 1 



15.52 
15.92 
17.11 
18.55 
16.21 
14.81 
19.15 
19.46 
17.93 
17.42 
16.29 



9-22 
8.17 
10-80 
11.64 
9.78 
10.19 
12.94 
12.05 
11.92 
9.06 
7.85 
11.58 
14.07 
14.95 
12.52 
11.11 
15.52 
16.65 
13-98 
13.21 
12.41 
11.07 
15.17 
14.97 



0.40 
0.34 
0.29 
0.26 
0.44 
0.43 
0.56 
0.62 
0.60 
0.62 
0.62 
0.76 
0.74 
0.94 
1.02 
0.84 
0.75 
1.09 
1.15 
0.77 
0.69 
0.71 
0.51 
0.47 
0.47 
0.39 
0.37 
0.40 
0.32 
0.20 
0.29 
0.32 
0.35 
0.59 
0.64 
0.78 
0.68 
0.98 
1.05 
0.93 
0.74 
0.74 
0.58 
0-66 
0.62 
0.50 
0.54 
0.37 
0.40 
0.47 
0.45 
0.77 
0.83 
0.74 
0.74 
0.72 
0.70 
0.63 
0.67 
0.44 
0.72 
0.72 
0.77 
0.88 
0.86 



t seal a jjm aim — 
seqid 3A4 and resid 388 and name CB ) 
segid 3A4 and resid 389 and name CA ) 

(segid 3A4 and resxd 389 and name CB ) 
segxd 3A4 and resxd 390 and name CA 
segxd 3A4 and resxd 390 and name CB 

(seqxd 3A4 and resxd 391 and name CA ) 
seqxd 3A4 and resxd 391 and name CB ) 
seqxd 3A4 and resxd 394 and name CB ) 
(segxd 3A4 and resxd 40 and name C > 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 



40 and name CB ) 

40 and name O ) 

41 and name C ) 
41 and name CA ) 
41 and name CB ) 



9.23 
7.10 
B.35 
11.88 
12.55 
12.48 
12.33 
11.74 
11.41 
14.84 
15.04 
16.56 
1.53 
1.52 
2.40 
4.44 
3.81 
4.83 



0-40 
0.34 
0.28 
0.26 
0.43 
0.43 
0.56 
0.62 
0.59 
0.61 
0.63 
0.77 
0.73 
0.95 
1.03 
0.83 
0.76 
1.09 
1.16 
0.76 
0.69 
0.71 
0.50 
0.48 
0.46 
0.38 
0.37 
0.41 
0.32 
0.20 
0.29 
0.32 
0.35 
0.59 
0.64 
0.78 
0.68 
0.98 
1.05 
0.93 
0.74 
0.74 
0.S7 
0.66 
0.62 
0.49 
0.54 
0.37 
0.40 
0.47 
0.46 
0.78 
0.82 
0.75 
0.73 
0.72 
0.71 
0.64 
0.67 
0.45 
0.72 
0.71 
0.77 
0.88 
0.B6 
1.06 
1.16 
1.25 
1.25 
1.27 
1.10 
1.02 
1.09 
1.09 
1.11 
1.08 
0.99 
0.01 
0.01 
0.01 
0.04 
0.00 
0.04 



07 
16 
.24 
.25 
.28 
.09 
1.02 
1.09 
1.08 
1.10 
1.09 
0.93 
0.01 
0.01 
0.01 
0.04 
0.01 
0.03 



• » > . * ft ,* , <t— J™*, ZZ. TZ. r~L ."t3r 



596 



10 



15 



20 



25 



30 



asexgn 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



35 



assign (segid 3A4 and resid 
assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign {segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
{ segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a o^„.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
ao»^.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CA ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 



41 and name N ) 

41 and name O ) 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 
42 and name N ) 
42 and name O ) 



2.42 
5.33 
5.54 
5.55 
6.03 
4.48 
6.58 
18.0B 
17.71 



assign 
assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 

45 



50 



55 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
asbign 
assign 
assign 
assign 



80 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 310 and name CA ) 
(segid 3A4 and resid 310 and name CB > 
(segid 3A4 and resid 313 and name CA > 17.34 
(segid 3A4 and resid 313 and name CB ) 16. B& 
(segid 3A4 and resid 314 and name CA ) ^ 1 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB } 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 arid name CB ) 
( segid 3A4 and resid 325 and name CA > 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and re&id 329 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
40 and name CB ) (segid 3A4 and resid 332 and name CA ) 
40 and name CB (segid 3A4 and resid 333 and name CA 
IS and ntml CB > <seg\d 3A4 and resid 335 and name CA 
40 and name CB > (segid 3A4 and resid 336 and name CA 
40 and name CB ) (segid 3A4 and resid 337 and name CA 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and re&id 343 and name CA ) 
(segid 3A4 and resid 343 and name CB } 
(segid 3A4 and resid 344 and name CA 
(segid 3A4 and resid 344 and name CB 
(segid 3A4 and resid 345 and name CA 
isegid 3A4 and resid 345 and name CB > 
(segid 3A4 and resid 346 and name CA 
(segid 3A4 and resid 346 and name CB 
isegid 3A4 and resid 347 and name CA 
(segid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 348 and name CA 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB > 
(segid 3A4 and resid 350 and name CA 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA > 
(segid 3A4 and resid 352 and name CA 
(segid 3A4 and resid 352 and name CB 
(segid 3A4 and resid 353 and name CA 
(segid 3A4 and resid 353 and name CB 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 355 and name CA ) 
isegid 3A4 and resid 355 and name CB 
(segid 3A4 and resid 356 and name CA 
(segid 3A4 and resid 356 and name CB 
(segid 3A4 and resid 357 and name CA 
segid 3A4 and resid 357 and name CB 
segid 3A4 and resid 358 and name CA 
segid 3A4 and resid 360 and name CA 
(segid 3A4 and resid 360 and name CB 
(segid 3A4 and resid 381 and name CA ) 
segid 3A4 and resid 382 and name CA 
segid 3A4 and resid 382 and name CB 
segid 3A4 and resid 383 and name CA 
segid 3A4 and resid 384 and name CA ) 
segid 3A4 and resid 384 and name CB 
segid 3A4 and resid 385 and name CA ) 
segid 3A4 and resid 386 and name CA 

1 B y . . m 1Q1 anrt name CA ) 



40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB } 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
10 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB > 
40 and name CB ) 
40 and name CB ) 



40 and name CB ) segid 3A4 and resid 387 and name CA ) 
\l 2 nn^e cl segid 3A4 and resid 388 and name CA ) 
4? ^ nZl 3 I IseglS 3A4 and resid 388 and name CB > 



15.15 
15.07 
17.97 
16.31 
16.68 
16.18 
14.75 
14.25 
12.89 
16.66 
18.05 
16.38 
16.45 
18.57 
18.30 
15.97 
14.84 
15.14 
16.03 
11,94 
11.42 
12.21 
15.82 
16.57 
17.94 
17.29 
15.93 
19.31 
18.75 
17.75 
14.36 
13.22 
13.78 
14.97 
10.49 
9.51 
11.76 
12.52 
10.49 
10.93 
13.41 
12.39 
12.36 
9.13 
8.00 
11.43 
13.87 
14.87 
12.13 
10.68 
14.88 
16.05 
13.09 
12.34 
11.42 
10.13 
14.33 
14.24 
18.08 
17.59 
16.53 
9.88 
8.74 
7.61 
12.37 
12.80 
13.37 
9.95 
7.69 
9.02 
12.64 
13.36 



0.00 
0.08 
0.09 
0.09 
0.08 
0.08 
0.19 
0.73 
0.73 
0.80 
0.77 
0.79 
0.80 
0.79 
0.94 
1.24 
1.39 
1.07 
0.40 
0.34 
0.30 
0.27 
0.47 
0.45 
0.61 
0.68 
0.80 
0.77 
1.02 
1.12 
0.89 
0.80 
1.19 
1.28 
0.82 
0.73 
0.56 
0.52 
0.40 
0.43 
0.33 
0.21 
0.30 
0.32 
0.35 
0.58 
0.62 
0.80 
0.71 
1.03 
1.09 
0.98 
0.82 
0.80 
0.69 
0.81 
0.74 
0.56 
0.60 
0.39 
0.40 
0.49 
0.48 
0.75 
0.78 
0.76 
0.75 
0.75 
0.75 
0.91 
0.71 
0.74 
0.52 
0.87 
0.88 
0.90 
1. 01 
1.00 
1.18 
1.33 
1.33 
1.32 
1.32 



0.01 
0.07 
0.09 
0.09 
0.08 
0.07 
0.19 
0.73 
0-72 
0.81 
0.77 
0.80 
0.79 
0.78 
0.94 
1.25 
1.39 
1.06 
0.39 
0.33 
0.29 
0.27 
0.46 
0.45 
0.60 
0.67 
0.81 
0.76 
1.02 
1.11 
0.89 
0.81 
1.19 
1.29 
0.83 
0.74 
0.55 
0.53 
0.39 
0.44 
0.32 
0.21 
0.30 
0.31 
0.35 
0.59 
0.62 
0.79 
0.71 
1.03 
1.10 
0.98 
0.81 
0.81 
0.69 
0.82 
0.73 
0.56 
0.60 
0.39 
0.39 
0.49 
0.48 
0.76 
0.78 
0.76 
0.75 
0.76 
0.76 
0.92 
0.70 
0.74 
0.52 
0.87 
0.87 
0.90 
1.01 
1.00 
1.16 
1.33 
1.33 
1.33 
1.32 
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assign (segid 3A4 and resid 
assign (segid 3A4 and reaid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign ( segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign Isegid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 
40 and name CB ) 



(segid 3A4 and resid 389 and name CA ) 13.45 
(3egid 3A4 and tesid 389 and name CB ) 13. 4 J 
(segid 3A4 and resid 390 and name CA ) 12.41 
(segid 3A4 and resid 390 and name CB ) 11.92 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 394 and name CB ) 
(seaid 3A4 and resid 41 and name C J 
19 = 41 and name CA ) 

41 and name CB ) 



40 and name N ) 
40 and name N ) 
40 and name H ) 
40 and name N ) 
40 and name N ) 
40 and name N ) 
40 and name N ) 
40 and name N ) 
40 and name H ) 
40 and name N ) 
40 and name N ) 
40 and name N ) 
40 and name N ) 
40 and name N ) 
40 and name O ) 
40 and name O ) 
40 and name O ) 
40 and name O ) 
40 and name O ) 
40 and name O ) 
40 and name O ) 
40 and name 0 ) 
40 and name O ) 
40 and name O ) 
40 and name O ) 
410 and name C ) 
410 and name C 
410 and name C 
410 and name C 
410 and name C 
410 and name C 
410 and name C 
410 and name C 
410 and name C 
410 and name C 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA > 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 
410 and name CA ) 



* • — — 

(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
isegid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 410 and name o ) 
(segid 3A4 and resid 411 end name C ) 
(segid 3A4 and resid 411 and name CA 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N 
(segid 3A4 and resid 411 and name O ) 
(segid 3A4 and resid 412 and name C 
(segid 3A4 and resid 412 and name CA 

1 * . . . t~i /in onH name N ) 



41 and name N ) 

41 and name O ) 

42 and name c ) 
42 and name CA ) 
42 and name CB ) 
42 and name N ) 
40 and name C ) 
40 and name CA ) 
40 and name CB ) 

40 and name 0 ) 

41 and name C ) 
41 and name CA } 
41 and name CB ) 
41 and name N ) 

41 and name 0 ) 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 
42 and name N ) 
42 and name O ) 

40 and name CB ) 

41 and name C ) 
41 and name CA ) 
41 and name CB ) 
41 and name N ) 

41 and name o ) 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 
42 and name N ) 
42 and name O ) 



15.48 
15.62 
16.71 
5.42 
4.44 
5.29 
3.12 
6.25 
6.92 
6.88 
7.42 
5.68 
2.45 
1.46 
2.47 
3.48 
4.70 
4.17 
4.89 
2.77 
5.78 
5.65 
5.40 
5.52 
4.38 
6.80 
3.27 
3.00 
2.77 
4.24 
2.24 
3.45 
4.14 
4.45 
5.46 
3.52 
4.95 
1.24 
3.30 
2.44 
3.64 
1.33 
4.26 
5.20 
4.89 
3.56 
5.37 

I. 53 
2.40 
4.63 
3.80 
4.77 
2.42 
5.68 
5.89 
5.82 
4.58 
5.81 
9.58 

II. 39 



410 and name N 
410 and name N 
410 and name N 
410 and name N 
410 and name N 
410 and name H 
410 and name N 
410 and name N 
410 and name N 
410 and name N 
410 and name H 
410 and name N 
410 and name O 
410 and name O 
410 and name 0 
410 and name O 



(segia j«s an« - — — 

(segid 3A4 and resid 412 and name 
(segid 3A4 and resid 412 and name O 
(segid 3A4 and resid 410 and name C 
(segid 3A4 and resid 410 and name O 
(segid 3A4 and resid 411 and name C 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 411 and name N ) 
(segid 3A4 and resid 411 and name O ) 
(segid 3A4 and resid 412 and name C ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 412 and name N 
(segid 3A4 and resid 412 and name O ) 
segid 3A4 and resid 413 and name CA 
segid 3A4 and resid 414 and name CA ) 
segid 3A4 and resid 415 and name CA 14.84 
segid 3A4 and resid 415 and name CB 15.54 
(segid 3A4 and resid 440 and name CA 
) segid 3A4 and resid 410 and name C 
segid 3A4 and resid 410 and name CA 
segid 3A4 and resid 410 and name O 
segid 3A4 and resid 411 and name C 
segid 3A4 and resid 411 and name CA 
segid 3A4 and resid 411 and name CB 
segid 3A4 and resid 411 and name N 
segid 3A4 and resid 411 and name O 
segid 3A4 and resid 412 and name C 
segid 3A4 and resid 412 and name CA 
se^id 3A4 and resid 412 and name N 
*e1id 3A4 and resid 412 and name O 
segid 3A4 and resid 411 and name C 
segid 3A4 and resid 411 and name CA 
segid 3A4 and resid 411 an<t name CB 
segid 3A4 and resid 411 and name U ) 



1.18 
1.09 
1.22 
1.21 
1.23 
1.21 
1.10 
0.05 
0.07 
0.09 
0.07 
0.06 
0.10 
0.07 
0.06 
0.06 
0.02 
0.01 
0.02 
0.04 
0.05 
0.03 
0.04 
0.03 
0.08 
0.08 
0.10 
0.09 
0.08 
0.12 
0.07 
0.09 
0.02 
0.06 
0.02 
0.10 
0.24 
0.21 
0.20 
0.19 
0.40 
0.01 
0.07 
0.03 
0.03 
0.01 
0.09 
0.18 
0.11 
0.11 
0.40 
0.01 
0.00 
0.08 
0.02 



1.18 
1.09 



21 
21 
22 
21 
.10 
.06 
0.08 
0.10 
0.08 
0.07 
0.10 
0.07 
0.06 
0.07 
0.01 
0.00 
0.01 



16.08 
2.43 
1.45 
3.52 
4.75 
4.11 
4.89 
2.70 
5.93 
5.52 
5.50 
4.37 
5.27 
3.48 
2.-79 
4.15 
2.25 



03 
,02 
.11 
.24 
.14 
.12 
.34 
1.03 
1.62 
1.47 
1.53 
0.58 
0.04 
0.00 
0.04 
0.12 
0.07 
0.12 
0.07 
0.14 
0.31 
0.15 
0.13 
0.18 
0.11 
0.06 
0.06 
0.01 



04 
06 
03 
.03 
.03 
.08 
.08 
0.10 
0.09 
0.08 
0.12 
0.07 
0.10 
0.03 
0.05 
0.03 
0.10 
0.25 
0.21 
0.21 
0.18 
0.39 
0.00 
0.08 
0.02 
0.03 
0.01 
0.10 
0.17 
0.11 
0.11 
0.40 
0.00 
0.01 
0.08 
0.01 
0.03 
0.03 
0.11 
0.25 
0.15 
0.12 
0-34 
1.04 
1.62 
1.47 
1.54 
0.59 
0.03 
0.01 
0.05 
0.12 
0.08 
0.12 
0.08 



14 
31 
16 
13 

.19 



0.12 
0.06 
0.06 
0.01 



598 



10 



15 



20 



(segxd 3A4 and resxd 411 and name O ) 
(segid 3A4 and resid 412 and name C ) 
(segid 3A4 and resxd 412 and name CA ) 
(segid 3A4 and rebid 412 and name N ) 
(segxd 3A4 and resxd 412 and name O ) 
(segxd 3A4 and resid 411 and name CB ) 
(segid 3A4 and resxd 411 and name O ) 
(segid 3A4 and resxd 412 and name C ) 
(segxd 3A4 and resxd 412 and name CA ) 
(sag id 3A4 and resxd 412 and name N ) 
(segid 3A4 and resid 412 and name O J 

. > M _1 111 n^rtlQ f* 



assign (segxd 3A4 and resid 410 and name O 
assign (segid 3A4 and lesid 410 and name O 
assign (segid 3A4 and resid 410 and name O 
assign (segid 3A4 and re^id 410 and name O 
assxgn (segxd 3A4 and resxd 410 and name O 
assign (segid 3A4 and resxd 411 and name C 
assign (segid 3A4 and resid 411 and name C 
assign (segid 3A4 and tesid 411 and name C 
assign (segid 3A4 and resid 411 and name C 
assxgn (segid 3A4 and resid 411 and name C 

assxgn (segxd 3A4 and resxd 411 and name C , ,segi« ^ _ ™ — — Q 
assxgn (segid 3A4 and resxd 411 and name CA segid 3A4 and resid * ^ ^ ^ j 
assign (segid 3A4 and resid 411 and name CA segid ^ ^ Q } 

assign (segid 3A4 and resxd 411 and name CA ) segxa 
assxgn (segxd 3A4 and resid 411 and name Cft segxd 3A4 and resid 

=s as s s =s s = a g | s - a = - : 
3 a S 5 35a as a a =3 a s = a ; 

legld 3M a£d resxd 411 and name CA ) Oegxd 3A4 and resid 415 and name CA 

££ a ss a s s= a : as? s s ss s a = s j 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 



assxgn isnyi« *>™ - — — - --- — - % 

assxgn (segid 3A4 and resxd 411 and name CA ) 
25 assign (segid 3A4 and resid 411 and name CA ) 
assign (segid 3A4 and resid 411 and name CB ) 
assign (segid 3A4 and resid 411 and name CB ) 
assign (segid 3A4 and resid 411 and name CB j 
assign (segid 3A4 and resid 411 and name CB ) 
30 assign (segid 3A4 and resid 411 and name CB 
assign (segid 3A4 and resid 411 and name CO ) 



tsegia ji\h ouu - - 

(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 412 and name C ) 
(segid 3A4 and resid 412 and name CA > 
(segid 3A4 and resid 412 and name N ) 
(segid 3A4 and resid 412 and name O ) 
(segid 3A4 and resid 413 and name CA ) 
(segid 3A4 and resxd 414 and name CA ) 



35 



40 



45 



50 



55 



assign (segid 3A4 and resid 411 and name segi. ^ ™ _ ; ^ name ^ } 

assign (segxd 3A4 and resxd 411 and name CB segid 3A* a ^ na me CB ) 

=55 ISES 3S afd SSS 411 an nfme £ - £ - = £ ! 

=S sss ss ss sss and s= s i M s: ss 11? «, = « , 

. « i ~1 ill ny-1 nama M 



V aeyj-u *..»•». - 

assign (segid 3A4 and resid 411 and name N 
assign (:>egxd 3A4 and resxd 411 and name N 
assign (segxd 3A4 and resxd 411 and name N 
assign (segxd 3A4 and resxd 411 and name N 
assxgn (segxd 3A4 and resxd 411 and name N 
assxgn (segid 3A4 and resid 411 and name N 
assign (segid 3A4 and resid 411 and name N 
assign (segid 3A4 and resid 411 and name N 
assign (segid 3A4 and resid 411 and name O 
assign (segxd 3A4 and resxd 411 and name O 
assign (segxd 3A4 and resxd 411 and name O 
assxgn (segxd 3A4 and resxd 411 and name O 
assign (segxd 3A4 and resid 411 and name O 
assxgn (segxd 3A4 and resxd 412 and name C 
assign (segid 3A4 and resid 412 and name C 
assign (segid 3A4 and resid 412 and name C 
assign (segid 3A4 and resid 412 and name C 
assign (segid 3A4 and resxd 412 and name C . 
assxgn (segxd 3A4 and resid 412 and name CA ) 
assxgn (segid 3A4 and resid 412 and name CA ) 
(segxd 3A4 and resid 412 and name CA ) 



(segxd 3A4 and resid 411 and name C 
(segid 3A4 and resid 411 and name CA 
(segxd 3A4 and resid 411 and name CB 
(segid 3A4 and resxd 411 and name O 
(segxd 3A4 and resxd 412 and name C 



60 



65 



70 



75 



80 



assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assxgn 
assign 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assign 
assxgn 
assign 
assxgn 
assxgn 
assign 
assign 



isegiu -w* <»»»»-• • — 

(*egid 3A4 and resid 412 and name CA 
(segid 3A4 and resid 412 and name N ) 
(segid 3A4 and re3id 412 and name O ) 
(segid 3A4 end resxd 411 and name CB ) 
(segxd 3A4 and resxd 412 and name C ) 
(segid 3A4 and resxd 412 and name CA ) 
(segid 3A4 and resid 412 and name N 

- and resid 412 and name O ) 
and resid 412 and name O > 
iseq^o ,™ and resid 413 and name C ) 
(segid 3A4 and resid 413 and name CA 
(segid 3A4 and resid 413 and name N ) 
(segad 3A4 and resid 413 and name O 
(segid 3A4 and resid 412 and name C J 
(segid 3A4 and resid 412 and name O ) 
(segid 3A4 and resxd 413 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 



(sea id 3A4 and resid fliz ana name i i»cyw — , . n _ m _ M \ 

segid 3A4 and resid 412 and name CA ) (segid 3A4 and resid 413 and name 

segxd 3A4 and resxd 412 and name CA ) (segid 3A4 and resid 414 and name CA 

EE 3A4 and resid 412 and name CA , (segxd 3A4 and resxd 415 and name CA , 

(segxd 3A4 and resxd 412 and name CA ) segxd 3A4 ana resxa 

(segxd 3A4 and resid 412 and name CA ) segid 3A4 and resid 416 and nam^ ^ ^ 

(seaid 3A4 and resid 412 and name CA ) (segid 3A4 ana resia u» «- 

(segxd 3A4 and resid 412 and name CA ) (segid 3A4 and resia «jo 



(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 412 and name CA ) 
(segid 3A4 and resid 412 and name N 
(segid 3A4 and resid 412 and name N 
(segid 3A4 and resid 412 and name N 
(segid 3A4 and resid 412 and name N 
(segid 3A4 and resid 412 and name 0 
(segid 3A4 and resid 412 end name 0 
(segid 3A4 and resid 412 and name O 
(segid 3A4 and resid 412 and name 0 
(segxd 3A4 and resid 412 and name 0 
(segid 3A4 and resid 413 and name C 
(segxd 3A4 and resid 413 and name C 
(segxd 3A4 and resxd 413 and name C 
(segxd 3A4 and resid 413 and name C 
(segid 3A4 and resid 413 and name C 
(segid 3A4 and resid 413 and name C 
(segid 3A4 and resid 413 and name C 
(segid 3A4 and resid 413 and name C 



(segid 3A4 and resxd 439 and name CA ) 
(segid 3A4 and resxd 440 and name CA ) 
\ (segid 3A4 and resid 412 and name C 
(begid 3A4 and resxd 412 and name CA 
segxd 3A4 and resxd 412 and name 0 
(segxd 3A4 and resxd 413 and name M ) 
segxd 3A4 and resid 413 and name C 
segxd 3A4 and resxd 413 and name CA 
segxd 3A4 and resxd 413 and name N » 
segid 3A4 and resxd 413 and name O 
segxd 3A4 and resxd 414 and name M 
segxd 3A4 and resxd 413 and name O 
(segxd 3A4 and resxd 414 and name C 
eegxd 3A4 and resxd 414 and name CA 
segid 3A4 and resid 414 and name M 
segid 3A4 and resid 414 and name 0 
segid 3A4 and resxd 415 and name C 
segid 3A4 and resxd 415 and name CA 
segid 3A4 and resid 415 and name CB ) 



4.16 
5.11 
5.16 
3.95 
5.69 
2.48 
1.24 
3.54 
2.44 
1.33 
4.25 
1.52 
1.53 
2.39 
4.78 
3.81 
2.45 
5.29 
8.67 
10.38 
13.83 
14.49 
16.58 
17.55 
14.32 
5.74 
4.55 
3.31 
6.23 
9.54 
10.84 
14.20 
14.92 
16.74 
17.20 
14.15 
2.48 
1.45 
2.45 
3.58 
4.86 
4.23 
2.79 
5.11 
3.10 
3.93 
2.77 
2.25 
4.84 
1.23 
4.71 
4.08 
2.96 
5.22 
1.51 
2.40 
5.07 
3.98 
6.72 
10.19 
10.80 
13.10 
15.30 
16.19 
14.70 
11*20 
2.45 
1.46 
3.04 
5.24 
4.69 
4.12 
3.29 
5.32 
4.88 
1.23 
3.33 
2.44 
1.32 
3.73 
6.53 
5.43 
5.79 



0.14 
0.27 
0.20 
0.19 
0.61 
0.03 
0.01 
0.06 
0.02 
0.00 
0.22 
0.01 
0.01 
0.03 
0.06 
0.01 
0.02 
0.25 
0.98 
1.53 
1.26 
1.42 
0.90 
0.47 
0.48 
0.10 
0.04 
0.09 
0.12 
0.86 
1.53 
1.22 
1.34 
0.92 
0.58 
0.57 
0.03 
0.01 
0.02 
0.04 
0.14 
0.05 
0.03 
0.27 
0.12 
0.12 
0.04 
0.02 
0.22 
O.01 
1.19 
1.08 
1.16 
1.17 
0.00 
0.02 
0.87 
1.10 
1.49 
1.26 
1.47 
0.87 
1.17 
0.56 
0.45 
0.47 
0.04 
0.01 
0.16 
1-13 
1.00 
0.87 
0.80 
0.77 
1.50 
0.00 
0.19 
0.02 
0.01 
0.24 
0.20 
0.33 
0.61 



0.13 
0.27 
0.19 
0.19 
0.61 
0.03 
0.01 
0.06 
0.01 
0.00 
0.22 
0.02 
0.00 
0.02 
0.06 
0.02 
0.02 
0.25 
0.98 
1.52 
1.27 
1.43 
0.90 
0.48 
0.48 
0.10 
0.04 
0.08 
0.12 
0.86 
1.54 
1.23 
1.35 
0.93 
0.59 
0.57 
0.03 
0.01 
0.03 
0.04 
0.13 
0.05 
0.04 
0.27 
0.12 
0.12 
0.05 
0.02 
0.21 
0.00 
1.19 
1.08 
1.15 
1.17 
0.01 
0.01 
0.B7 
1.09 
1.49 
1.27 
1.46 
0.87 
1.16 
0.56 
0.44 
0.46 
0.04 
0.00 
0.18 
1-13 
1.01 
0.88 
0.80 
0.77 
1.49 
0.01 
0.19 
0.01 
0.01 
0.24 
0.20 
0.33 
0.60 



599 



10 



15 



assign (segxd 3A4 and resxd 413 and name C ) 
assign (segxd 3A4 and resxd 413 and name C ) 
assign (segxd 3A4 and resld 413 and name CA ) 
assign (segid 3A4 and xesid 413 and name CA ) 
assign (segxd 3A4 and resid 413 and name CA ) 
assign (segxd 3A4 and resid 413 and name CA ) 
assign (segid 3A4 and resid 413 and name CA 
assign (segxd 3A4 and resid 413 and name CA ) 
assign (segid 3A4 and resid 413 and name CA ) 
assign (segid 3A4 and resid 413 and name CA ) 
assign (segxd 3A4 and resid 413 and name CA 
assign (segxd 3A4 and resid 413 and name CA ) 
assign (segxd 3A4 and resid 413 and name CA 
assxgn (segid 3A4 and resid 413 and name CA ) 
assign (segid 3A4 and resid 413 and name CA ) 
assxgn (segid 3A4 and resid 413 and name CA ) 



(segxd 3A4 and resxd 415 and name H 
(segxd 3A4 and resxd 415 and name 0 
(segxd 3A4 and tesxd 413 and name C 
(segid 3A4 and resxd 413 and name O 
(segxd 3A4 and resid 414 and name C 
(segxd 3A4 and resxd 414 and name CA ) 
(segxd 3A4 and resid 414 and name N ) 
(segxd 3A4 and resid 414 and name O ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CB ) 
(segxd 3A4 and resid 415 and name N ) 
(segxd 3A4 and resid 416 and name CA ) 



0.27 
0.18 



assign locyiu J«i 

assxgn (segxd 3A4 and resxd 413 and name CA 
assign (segid 3A4 and resxd 413 and name CA 
assign (segxd 3A4 and resid 413 and name N 
20 assxgn (segxd 3A4 and resid 413 and name N 
assxgn (segxd 3A4 and resid 413 and name N 
assxgn (segxd 3A4 and resxd 413 and name N 
assign (segid 3A4 and resxd 413 and name N 
assxgn (segxd 3A4 and resxd 413 and name N 
25 assign (segxd 3A4 and resxd 413 and name N 
assxgn (segxd 3A4 and resid 413 and name N 
assign (segid 3A4 and resid 413 and name O 
assign (segxd 3A4 and resxd 413 and name 
assign (segxd 3A4 and resxd 413 and name 
30 assign (segxd 3A4 and resxd 413 and name 
assign (segxd 3A4 and resid 413 and name 
assxgn (segxd 3A4 and resxd 413 and name 
assxgn (segxd 3A4 and resxd 413 and name 



35 



40 



assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 



(segxd 3A4 and resxd 413 and name O 



iueyj.u Jni ' 

(segxd 3A4 and resxd 413 and name 
(segid 3A4 and resid 413 and name 
(segid 3A4 and resxd 414 and name 
(segxd 3A4 and resxd 414 and name 
assxgn (segid 3A4 and resxd 414 and name 
assign (segid 3A4 and resid 414 and name 
assign (segid 3A4 and resid 414 and name 
assign (segid 3A4 and resxd 414 and name 
assxgn (segid 3A4 and resxd 414 and name 
assxgn (segid 3A4 and resxd 414 and name 
45 assxgn (segxd 3A4 and resxd 414 and name 
assign (segxd 3A4 and resxd 414 and name 
assign (segid 3A4 and resid 414 and name 
assign (segid 3A4 and resxd 414 and name 
assign (segid 3A4 and resxd 414 and name 
50 assxgn (segid 3A4 and resxd 414 and name 

assxgn (segid 3A4 and resxd 414 and name CA 
assign (segid 3A4 and resid 414 and name CA ) 
assign (segxd 3A4 and resxd 414 and name CA 
assign (segxd 3A4 and resxd 414 and name CA 
55 assign (segid 3A4 and resxd 414 and name CA ) 
assign (segid 3A4 and resxd 414 and name CA ) 
assxgn (segxd 3A4 and resxd 4 14 and name CA ) 
assxgn (segxd 3A4 and resxd 414 and name CA ) 
assxgn (segxd 3A4 and resxd 414 and name CA 
60 assxgn (segxd 3A4 and resxd 414 and name CA ) 
assign (segxd 3A4 and resxd 414 and name CA ) 
assxgn (segxd 3A4 and resxd 414 and name CA ) 
assign (segid 3A4 and resxd 414 and name CA ) 
assxgn Isegxd 3A4 and resxd 414 and name CA ) 



jaeyj-u 

(segxd 3A4 and resxd 417 and name CA 
(segxd 3A4 and resxd 424 and name CA 
(segxd 3A4 and resid 437 and name CA 
(segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 439 and name CA 
(segid 3A4 and resid 440 and name CA 
(segid 3A4 and resxd 413 and name C 



(segid 3A4 and resid 413 and name CA ) 



(segid 3A4 and re&id 413 and name O 
(segxd 3A4 and resid 414 and name C 
(segid 3A4 and resid 414 and name CA 
(segid 3A4 and resid 414 and name N 
(segid 3A4 and resxd 414 and name O 
(segxd 3A4 and resid 415 and name N 
(segxd 3A4 and resxd 414 and name C 
(segxd 3A4 and resid 414 and name CA 
(segxd 3A4 and resid 414 and name M 
(segxd 3A4 and resxd 414 and name O 
(segxd 3A4 and resxd 415 and name C 



\ocyj.u «*«-»-■ — 

(segxd 3A4 and resxd 415 and name CA ) 



iscyiu ~tr\i »«»*• - — ~— — 

(segxd 3A4 and resxd 415 and name CB 
(segxd 3A4 and resxd 415 and name N 
(segxd 3A4 and resxd 415 and name O 
(segxd 3A4 and resid 440 and name C 
(segxd 3A4 and resxd 414 and name O 
(segxd 3A4 and resxd 415 and name C 
(segxd 3A4 and resxd 415 and name CA ) 
(segxd 3A4 and resxd 415 and name CB ) 
(segxd 3A4 and resxd 415 and name N ) 
(segxd 3A4 and resxd 415 and name O ) 
(segxd 3A4 and resid 416 and name C ) 
(segxd 3A4 and resid 416 and name CA ) 
(segxd 3A4 and resid 416 and name N ) 
(segid 3A4 and resid 416 and name O ) 
(segxd 3A4 and resxd 417 and name N ) 
(segxd 3A4 and resid 440 and name C ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 440 and name O ) 
(segid 3A4 and resid 414 and name C ) 
(segxd 3A4 and resid 414 and name O J 
(segxd 3A4 and resid 415 and name C ) 
(segxd 3A4 and resid 415 and name CA ) 
(segid 3A4 and resxd 415 and name CB > 
(segid 3A4 and resid 415 and name N ) 
(segid 3A4 and resid 415 and name O ) 
(segxd 3A4 and resid 416 and name C ) 
(segid 3A4 and resid 416 and name CA ) 
(segxd 3A4 and resid 416 and name N ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA ) 



65 



70 



75 



80 



= as s a xs ; s = | i & 2 ~s a s=s 



assign (segid 3A4 and resxd 414 and name CA ) 

assxgn (segid 3A4 and resxd 414 and name CA > 

assign (segid 3A4 and resxd 414 and name CA ) 

assxgn (segid 3A4 and resxd 414 and name CA ) 

assxgn (segid 3A4 and re&xd 414 and name CA ) 
(segid 3A4 and resxd 414 and name CA ) 

_ . . ... l At* nan<a QJ^ ) 



4.22 
6.66 
1.52 
2.39 
4.61 
3.81 
2.43 
4.73 
6.68 
6.94 
5.59 
10.03 
12.12 
18.53 
18.72 
15.13 
13.36 
9.64 
2.41 
1.46 
2.96 
5.5*7 
4.S4 
3.25 
5.78 
6.53 
3.57 
2.78 
2.24 
4.20 
6.37 
5.33 
5.52 
4.13 
6.38 
7.62 
1.24 
3.49 
2.43 
3.40 
1.34 
3.89 
6.48 
5.68 
4.42 
6.76 
7.20 
6.24 
6.19 
7.34 
1.52 
2.40 
4.68 
3.79 
4.66 
2.43 
4.77 
7.64 
6.85 
5.72 
9.22 
14.82 
15.04 
17.22 
16.87 
17.77 
15.29 



assxgn i^^xw -«»^ — 

assxgn (segid 3A4 and resxd 414 and 
assxgn (segxd 3A4 and resxd 414 and name 
assign (segxd 3A4 and resid 414 and name 
assign (segxd 3A4 and res id 414 and name 
assign (segxd 3A4 and resxd 414 and name 
assxgn (segxd 3A4 and resid 414 and name 
assign (segid 3A4 and resid 414 and name 
assign (segid 3A4 and resxd 414 and name 
assxgn (segxd 3A4 and resxd 414 and name 
assxgn (segxd 3A4 and resid 414 and name 
assign (segid 3A4 and resid 414 and name 
assign (segid 3A4 and resid 414 and name 



isegia °«»^ *^«-w - — — - 

(segxd 3A4 and resxd 436 and name CA ) 
(segxd 3A4 and resxd 437 and name CA ) 
(segxd 3A4 and resxd 438 and name CA 11.72 
(segxd 3A4 and resxd 439 and name CA ) 10.13 
(segxd 3A4 and resxd 440 and name C ) 
(segxd 3A4 and resxd 440 and name CA ) 
(segid 3A4 and resxd 440 and name O ) 
N ) (segxd 3A4 and resxd 414 and name C ) 
N segxd 3A4 and resxd 414 and name CA > 
H > (segid 3A4 and resid 414 and name O 
N segid 3A4 and resxd 415 and name C 
N segxd 3A4 and resid 415 and name CA 
M ) (segid 3A4 and resid 415 and name CB ) 
N segid 3A1 and resid 415 and name N 
N segxd 3A4 and resxd 415 and name O 
H segid 3A4 and resxd 416 and name N ) 
O (segid 3A4 and resld 415 and name C 
O (segid 3A4 and resid 415 and name CA I 



01 
02 
.11 
.02 
.01 
.17 
0.24 
0.60 
0.21 
0.36 
0.43 
1.08 
1.10 
1.18 
1.06 
1.07 
0.09 
0.01 
0.39 
0.32 
0.26 
0.33 
0.39 
0.35 
0.40 
0.04 
0.01 
0.48 
0.52 
0.67 
0.97 
0.53 
0.41 
0.06 
0.01 
0.18 
0.01 
0.15 
0.02 
0.23 
0.23 
0.29 
0.24 
0.33 
0.40 
0.56 
0.67 
0.52 
0.01 
0.03 
0.15 
0.01 
0.08 
0.02 
0.23 
0.24 
0.25 
0.22 
0.41 
2.08 
1.13 
1.98 
0.50 
0.53 
0.62 
0.69 
0.58 
0.29 
0.40 
0.21 
0.03 
0.01 
0.09 
0.20 
0.05 
0.26 
0.05 
0.28 
0.30 
0.29 
0.03 



6.49 
6.60 
7.48 
2.44 
1.46 
2.80 
5.82 
4.78 
5.42 
3.54 
6.01 
6.80 
3.90 
2.76 



0.28 
0.17 
0.02 
0.02 
0.10 
0.02 
0.02 
0.16 
0.24 
0.60 
0.20 
0.37 
0.44 
1.09 
1.10 
1.18 
1.05 
1.07 
0.09 
0.01 
0.39 
0.32 
0.25 
0.33 
0.40 
0.34 
0.41 
0.03 
0.02 
0.48 
0.53 
0.67 
0.97 
0.54 
0.42 
0.06 
0.00 
0.18 
0.01 
0.15 
0.01 
0.22 
0.24 
0.28 
0.24 
0.33 
0.39 
0.55 
0.67 
0.52 
0.01 
0.02 
0.15 
0.02 
0.08 
0.01 
0.22 
0.24 
0.26 
0.21 
0.42 
2. 0B 
1.12 
1.98 
0.49 
0.54 
0.63 
0.68 
0.57 
0.29 
0.40 
0.22 
0.03 
0.00 
0.10 
0.20 
0.05 
0.25 
0.06 
0.27 
0.29 
0.30 
0.03 
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600 



30 



35 



assign 
assign 
assign 



assign (segid 3A4 and res id 414 and name O 
assign (segid 3A4 and resid 414 and name O 
assign (segid 3A4 and resid 414 and name 0 
assign {segid 3A4 and resid 411 and name O 
5 assign (segid 3A4 and resid 414 and name 0 
assign (segid 3A4 and resid 414 and name 0 
assign (segid 3A4 and resid 414 and name 0 
assign (segid 3A4 and resid 414 and name 0 
assign (segid 3A4 and resid 414 and name 0 
10 assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
15 assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
20 assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
assign (segid 3A4 and resid 415 and name C 
25 assign (segid 3A4 and re3id 415 and name C 

assign (segid 3A4 and re3id 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA J 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CA ) 
(segid 3A4 and resid 415 and name CA > 
assign (segid 3A4 and resid 415 and name CA > 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
40 assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA 
45 assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
assign (segid 3A4 and resid 415 and name CA ) 
50 assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
55 assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB > 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
60 assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
65 assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name CB ) 
assign (segid 3A4 and resid 415 and name N 1 
assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
70 assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
75 assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
assiqn (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
80 assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name N 
assign (segid 3A4 and resid 415 and name O 



(segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 415 and name N 
(segid 3A4 and resid 415 and name 0 > 
(segid 3A4 and res id 416 and name C ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 416 and name N ) 
(segid 3A4 and resid 416 and name O ) 
(segid 3A4 and resid 440 and name C ) 
(segid 3A4 and resid 440 and name CA ) 



(segid 3A4 and resid 415 and name CB 
(segid 3A4 and resid 415 and name O 
(segid 3A4 and resid 416 and name C 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 416 and name N 
(segid 3A4 and resid 416 and name 0 
(segid 3A4 and resid 417 and name C 



(segid 3A4 and resid 417 and name CA ) 



(segid 3A4 and resid 417 and name N 
(segid 3A4 and resid 417 and name O 
(segid 3A4 and resid 439 and name C 
(segid 3A4 and resid 439 and name O 
(segid 3A4 and resid 440 and name C 



\ acyxu Jm o»« ■** w — 

(segid 3A4 and resid 440 and name CA ) 



(segid 3A4 and resid 440 and name n 
(segid 3A4 and resid 4 40 and name O 
(segid 3A4 and resid 415 and name C 
(segid 3A4 and resid 415 and name CB 
(segid 3A4 and resid 415 and name O 
(segid 3A4 and resid 416 and name C 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 416 and name N 
(segid 3A4 and resid 416 and name O 
(segid 3A4 and resid 417 and name C 
(segid 3A4 and resid 417 and name CA 
(segid 3A4 and resid 417 and name N 
(segid 3A4 and resid 423 and name CA 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name C ) 
(segid 3A4 and resid 439 and name CA 1 
(segid 3A4 and resid 439 and name O ) 
(segid 3A4 and resid 440 and name C 
(segid 3A4 and resid 4 40 and name CA 
(segid 3A4 and resid 440 and name N 
(segid 3A4 and resid 440 and name 0 
(segid 3A4 and resid 416 and name C 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 416 and name N 
(segid 3A4 and resid 416 and name O 
(segid 3A4 and resid 417 and name C 



(segia j a » — - : 

(segid 3A4 and resid 417 and name CA J 
(segid 3A4 and resid 417 and name N ) 
(segid 3A4 and resid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 43B and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and lesid 440 and name C > 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 440 and name O ) 
( segid 3A4 and resid 415 and name C ) 
segid 3A4 and resid 415 and name CA ) 
segid 3A4 and resid 415 and name CB ) 
(segid 3A4 and resid 415 and name O 
(segid 3A4 and resid 416 and name C 
(segid 3A4 and resid 416 and name CA 
(segid 3A4 and resid 416 and name N 
(segid 3A4 and resid 416 and name O ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 417 and name N » 
(segid 3A4 and resid 439 and name C 
(segid 3A4 and resid 439 and name O 
(segid 3A4 and resid 440 and name C 
(segid 3A4 and resid 440 and name CA 
(seqid 3A4 and resid 440 and name N 
(segid 3A4 and resid 440 and name O 
segid 3A4 and resid 415 and name CB ) 



3.67 
2.25 
4.58 
6.76 
5.85 
4.53 
6.99 
6.93 
6.79 
2.51 
1.24 
3.05 
2.42 
1.32 
3.44 
6.09 
4.97 
3.85 
7.02 
5.84 
5.07 
4.92 
4.57 
5.69 
6.08 
1.52 

I. 54 
2.40 
4.38 
3.78 
2.41 
4.51 
7.34 
6.23 
5.23 

II. 93 
12.59 
15.08 
15.67 
16.37 
13.72 
10.12 

6.96 
8.41 
6.24 
5.71 
5.48 
6.69 
6.86 
4.69 
4.52 
3.23 
4.46 
7.32 
6.24 
5.53 
12.30 
13.12 
16.54 
17.20 
14.50 
10.98 
9.14 
6.44 
6.38 
7.51 
2.43 
1.46 
2.47 
2.74 
5.43 
4.78 
3.55 
5.68 
7.11 
6.12 
7.25 
6. 12 
b.49 
5.43 
6.76 
C.62 
3.22 



0.26 
0.01 
0.32 
0.39 
0.49 
0.40 
0.35 
1.25 
1.31 
0.04 
0.01 
0.06 
0.01 
0.01 
0.32 
0.28 
0.29 
0.32 
0.41 
0.48 
0.60 
0.13 
0.19 
0.28 
0.11 
0.01 
0.02 
0.02 
0.03 
0.01 
0.02 
0.32 
0.30 
0.37 
0.36 
2.29 
1.70 
2.57 
1.13 
1.02 
1.18 
1.16 
0.91 
0.98 
1.08 
0.21 
0.40 
0.65 
0.24 
0.09 
0.10 
0.11 
0.44 
0.37 
0.50 
0.45 
2.61 
2.29 
1.70 
1.58 
1.59 



0.25 
0.01 
0.31 
0.39 
0.48 
0.41 
0.34 
1.25 
1.31 
0.04 
0.00 
0.07 
0.01 
0.01 
0.31 
0.27 
0.28 
0.31 
0.42 
0.48 



50 
08 
15 
,27 
.18 
.04 
.01 
.02 
.08 
0.08 
0.06 
0.06 
0.34 
0.36 
0.35 
0.62 
0.81 
0.12 
0.24 
0.40 
0.10 
0.09 



0.61 
0.12 
0.19 
0.27 
0.11 
0.02 
0.01 
0.01 
0.04 
0.02 
0.02 
0.33 
0.30 
0.36 
0.36 
2.29 
1.70 
2.58 
1.12 
1.02 
1.18 
1.17 
0-91 
0.99 
1.08 
0.21 
0.40 
0.65 
0.24 
0.09 
0.09 
0.11 
0.45 
0.37 
0.50 
0.46 
2.61 
2.29 
1.70 
1.57 
1.58 
1.50 
1.08 
0.15 
0.28 
0.17 
0.04 
0.00 
0.01 
0-09 
0.08 
0.06 
0.06 
0.34 
0.36 
0.36 
0.63 
0.81 
0.12 
0.25 
0.40 
0.10 
0.09 



601 



10 



15 



20 



assign 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 



25 



30 



35 



40 



45 



50 



(segxd 3A4 and resid 415 and name O ) 
(segxd 3A4 and resxd 415 and name O ) 
(segxd 3A4 and resxd 415 and name O ) 
(segld 3A4 and resxd 415 and name 0 ) 
(segxd 3A4 and resxd 415 and name O ) 
(segxd 3A4 and resxd 415 and name O ) 
I segxd 3A4 and resxd 415 and name O ) 
[ segxd 3A4 and resxd 415 and name O ) 
(segxd 3A4 and resxd 415 and name O ) 
(segxd 3A4 and resid 415 and name O ) 
(segxd 3A4 and resid 415 and name 0 > 
(segxd 3A4 and resid 415 and name O ) 
(segxd 3A4 and resid 415 and name O ) 
(segxd 3A4 and resxd 415 and name O ) 
(segxd 3A4 and resxd 415 and name O 
(segxd 3A4 and resxd 415 and name O 
(segxd 3A4 and resxd 416 and name C 
(segxd 3A4 and resxd 416 and name C 
(segid 3A4 and resid 416 and name C 
(segid 3A4 and resxd 416 and name C 
assxgn (segid 3A4 and resxd 416 and name C 
assxgn (segid 3A4 and resxd 416 and name C 
(segxd 3A4 and resxd 416 and name C 
(segxd 3A4 and resxd 416 and name C 
(segxd 3A4 end resxd 416 and name C 
(segxd 3A4 and resxd 416 and name C 
{segid 3A4 and resxd 416 and name C 
(segid 3A4 and resxd 416 and name C 
(segxd 3A4 and resid 416 and name C 
(segxd 3A4 and resid 416 and name CA ) 
(segxd 3A4 and resid 416 and name CA ) 
(segid 3A4 and resxd 416 and name CA ) 
(segxd 3A4 and resid 416 and name CA > 
(segxd 3A4 and resid 416 and name CA ) 
(segxd 3A4 and resid 416 and name CA ) 
(segxd 3A4 and resxd 416 and name CA ) 
(segxd 3A4 and resid 416 and name CA ) 
(segxd 3A4 and resid 416 and name CA ) 
(segxd 3A4 and resxd 416 and name CA ) 
(segxd 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resxd 416 and name CA ) 
(segid 3A4 and resid 416 and name CA > 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resid 416 and name CA ) 
(segid 3A4 and resxd 416 and name CA ) 
(segid 3A4 and resxd 416 and name CA ) 
(segid 3A4 and resid 416 and name CA ) 
Oegid 3A4 and resxd 416 and name CA ) 
(segid 3A4 and resid 416 and name CA > 



(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



55 



60 



65 



70 



75 



80 



assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 



and resxd 416 and name C > 
and resxd 416 and name CA > 
and resid 416 and name N ) 
and resid 416 and name O ) 
and resxd 41? and name C ) 
and resid 417 and name CA ) 
and resid 417 and name N ) 
and resid 417 and name O ) 
and resid 439 and name C ) 
(segxd 3A4 and resxd 439 and name CA ) 
(segxd 3A4 and resxd 439 and name N ) 
(segxd 3A4 and resxd 439 and name O ) 
(segxd 3A4 and resxd 440 and name C ) 
(segxd 3A4 and resxd 440 and name CA ) 
and resxd 440 and name N J 
and xesid 440 and name O ) 
and resxd 416 and name O ) 
and resxd 417 and name C ) 
and resxd 417 and name CA ) 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



and resxd 417 and name N ) 
and resxd 417 and name O ) 
and resxd 439 and name C ) 
and resxd 439 and name CA ) 
and resid 439 and name N ) 
and resid 439 and name 0 ) 
and resid 4 40 and name C ) 
and resid 440 and name CA ) 



(segid 3A4 and resid 416 and name N ) 
(segld 3A4 and resid 416 and name N ) 
(segid 3A4 and resxd 416 and name N ) 
(segid 3A4 and resxd 416 and name N ) 
(segid 3A4 and resxd 416 and name N ) 
(segid 3A4 and resxd 416 and name N ) 
(segid 3A4 and resxd 416 and name N ) 
(segid 3A4 and resxd 416 and name N ) 
(segld 3A4 and resxd 416 and name H ) 
(segid 3A4 and resxd 416 and name N ) 
(segid 3A4 and resxd 416 and name N > 
(segid 3A4 and resxd 416 and name K ) 
(segid 3A4 and resid 416 and name N ) 
(segid 3A4 and resid 416 and name O ) 
(segxd 3A4 and resxd 416 and name O ) 
(segid 3A4 and resid 416 and name O ) 
(segxd 3A4 and resid 416 and name O ) 
(segxd 3A4 and resid 416 and name O ) 
(segxd 3A4 and resid 416 and name O ) 
(segxd 3A4 and resid 416 and name O ) 
(segxd 3A4 and resxd 416 and name O ) 
(segxd 3A4 and resxd 416 and name O ) 
(segxd 3A4 and resxd 417 and name C ) 
(segid 3A4 and resid 417 and name C ) 
(segld 3A4 and resid 417 and name CA ) 
(segid 3A4 and resxd 417 and name CA ) 
(segxd 3A4 and resid 417 and namo CA ) 
(segxd 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 417 and name CA ) 
(segid 3A4 and resid 417 and namo CA } 



and resid 440 and name N ) 
and resxd 440 and name O ) 
and resxd 416 and name C ) 
and resxd 416 and name O ) 
and resxd 417 and name C ) 
and resxd 417 and name CA ) 
(segxd 3A4 and resxd 417 and name N ) 
(segxd 3A4 and resxd 417 and name O ) 
(segxd 3A4 and resxd 423 and name CA ) 
(segxd 3A4 and resxd 424 and name CA ) 
(segxd 3A4 and resxd 425 and name CA ) 
(segxd 3A4 and resxd 426 and name CA ) 
(segxd 3A4 and resxd 434 and name CA ) 
(segxd 3A4 and resxd 435 and name CA ) 
(segxd 3A4 and resxd 436 and name CA ) 
(segxd 3A4 and lesxd 437 and name CA ) 
(segxd 3A4 and resxd 438 and name CA ) 
(segxd 3A4 and resxd 439 and name C ) 
(segxd 3A4 and resxd 439 and name CA ) 
(segxd 3A4 and resid 439 and name N ) 
(segxd 3A4 and xesid 439 and name O > 
(segxd 3A4 and resxd 440 and name C ) 
(segxd 3A4 and resxd 440 and name CA ) 
(segxd 3A4 and resxd 440 and name N ) 
and resid 440 and name O ) 
and resid 416 and name C ) 
and resxd 416 and name CA ) 
and resxd 416 and name O ) 
and resxd 417 and name C ) 
and resxd 417 and name CA ) 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



and resxd 417 and name N 
and resxd 417 and name O 
(segxd 3A4 and resxd 439 and name C 
(segxd 3A4 and resxd 439 and name O 
(segxd 3A4 and resxd 440 and name C 
(segxd 3A4 and resxd 440 and name CA ) 
(segxd 3A4 and resxd 440 and name N ) 
(segxd 3A4 and resxd 440 and name 0 ) 
(segxd 3A4 and resxd 417 and name C ) 
(segxd 3A4 and resxd 417 and name CA ) 
(segxd 3A4 and resxd 417 and name N ) 
(segxd 3A4 and resxd 417 and name 0 > 
(segxd 3A4 and resxd 439 and name C ) 
(segxd 3A4 and resxd 439 and name O ) 
(segxd 3A4 and cesxd 440 and name C 



(segxd 3A4 and resxd 440 and name CA ) 
(segxd 3A4 and resxd 440 end name N 
(segxd 3A4 and resxd 417 and name O 
(segxd 3A4 and resxd 439 and name O 
(segxd 3A4 and resxd 417 and name C 
(segxd 3A4 and resxd 417 and name O 
(segxd 3A4 and resid 423 and name CA ) 
(segid 3A4 and resid 424 and name CA ) 
(segld 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 



3.15 
2.77 
2.25 
3.68 
5.90 
4.64 
3.60 
6.86 
5.29 
6.73 
7.37 
4.67 
4.04 
3.81 
5.00 
5.21 
1.24 
3.22 
2.43 
1.33 
4.19 
5.39 
6.52 
6.96 
4.40 
5.70 
5.22 
5.77 
6.63 

I. 52 
2.42 
4.53 
3.80 
2.42 
5.51 
8.68 
9.71 

12.43 
14.92 
17.05 
13.74 
14.08 

II. 34 
7.96 
5.08 
6.30 
6.62 
4.08 
5.43 
4.74 
5.39 
6.45 
2.40 
1.45 
2.85 
5.55 
4.66 
3.42 
6.49 
5.75 
4.82 
5.50 
4.95 
5.85 
6.62 
3.33 
2.75 
2.24 
4.16 
6.24 
5.26 
6.41 
6.03 
6.61 
1.23 
5.59 
1.52 
2.39 
8.89 

10.55 
13.33 
16.13 
15.54 



0.12 
0.02 
0.01 
0.37 
0.36 
0.33 
0.36 
0.46 
0.35 
0.27 
0.26 
0.29 
0.69 
0.74 
0.53 
0.61 
0.01 
0.15 
0.02 
0.01 
0.37 
0.57 
0.56 
0.50 
0.62 
0.47 
0.62 
0.53 
0.44 
0.00 
0.02 
0.09 
0.01 
0.01 
0.43 
1.92 
1.32 
1.68 
1.38 
1.09 
0.89 
0.30 
0.49 
0.62 
0.45 
0.57 
0.46 
0.48 
0.24 
0.27 
0.33 
0.39 
0.03 
0.01 
0.16 
0.16 
0.18 
0.20 
0.39 
0.76 
0.80 
0.37 
0.30 
0.57 
0.50 
0.32 
0.05 
0.02 
0.45 
0.43 
0.43 
0.57 
0.56 
0.41 
0.00 
1.06 
0.01 
0.04 
1.84 
1.61 
1.77 
1.42 
1.04 



0.13 
0.02 
0.01 
0.37 
0.36 
0.34 
0.36 
0.45 
0.34 
0.27 
0.26 
0.29 
0.69 
0.75 
0.53 
0.61 
0.00 
0.14 
0.02 
0.00 
0.36 
0.56 
0.56 
0.49 
0.62 
0-48 
0.61 
0.53 
0.44 
0.01 
0.01 
0.09 
0.01 
0.01 
0.43 
1.93 
1.32 
1.6B 
1.37 
1 
O 
0 
0 
0 



09 
90 
31 
49 
62 
0.44 
0.56 
0.46 
0.48 
0.23 
0.27 
0.34 
0.38 
0.03 
0.01 
0.16 
0.16 
0.19 
0.21 
0.39 
0.75 
0.80 
0.36 
0.29 
0.57 
0.49 
0.32 
0.05 
0.02 
0.44 
0.42 
0.44 
0.57 
0.56 
0.42 
0.01 
1.07 
0.01 
0.03 
1.84 
1.63 
1.77 
1.42 
1.04 



602 



10 



15 



20 



25 



30 



35 



40 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



60 



65 



70 



75 



80 



(segid 3A4 
(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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(segid 3A4 
(segid 3A4 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assxgn (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
B88xgn (segxd 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Uegxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and reaid 
assign (segxd 3A4 and reaid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
75 assign (3egid 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segxd 3A1 and resxd 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CA 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
4 1 • and name CB 



(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CA ) 
(segxd 3A4 and resid 357 and name CB ) 
(segxd 3A4 and resid 381 and name CA ) 

) 



(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resxd 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resxd 386 and name CA ) 
(segid 3A4 and res id 388 and name CB > 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resxd 391 and name CB ) 
(segid 3A4 and resid 41 and name C ) 
(segid 3A4 and resid 41 and name CB ) 
(segxd 3A4 and resid 41 and name O ) 
(segid 3A4 and resid 42 and name C ) 
(segid 3A4 and resid 42 and name CA ) 
I segid 3A4 and resid 42 and name CB ) 
(segid 3A4 and resid 42 and name N ) 
(segid 3A4 and resid 42 and name O ) 
(segid 3A4 and resid 322 and name CA > 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segxd 3A4 and resxd 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segxd 3A4 and resid 326 and name CA ) 
(segid 3A4 and resxd 326 and name CB > 
(segid 3A4 and resid 327 and name CA ) 
(segid 3A4 and resid 327 and name CB ) 
(segid 3A4 and resid 328 and name CA ) 
(segid 3A4 and resid 328 and* name CB ) 
(segid 3A4 and resid 329 and name CA > 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 330 and name CA ) 
(segid 3A4 and resid 330 and name CB ) 
(segid 3A4 and resid 331 and name CA ) 
(segid 3A4 and resid 331 and name CB ) 
(segid 3A4 and resid 332 and name CA ) 
(segid 3A4 and resid 333 and name CA ) 
(segid 3A4 and resid 335 and name CA ) 
(segid 3A4 and resid 336 and name CA ) 
(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB J 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resxd 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segxd 3A4 and resxd 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 34 9 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ] 
(segid 3A4 and resid 352 and name CA J 
I segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 3S3 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 



13.85 
18.15 
18.11 
14.00 
12.24 
10.93 
15.55 
15.56 
16.26 
12.12 
9.67 
9.65 
12.66 
12.90 
13.78 
13.47 
13.95 
13.71 
17.37 
17.79 
1.52 

I. 51 
2.39 
4.39 
3.80 
4.83 
2.43 
5.23 

14.33 
12.82 
11.37 
14.15 
15.62 
12.90 
12.65 
15.08 
15.01 
15.22 
15.13 
14-47 
15.55 
11.04 
10.05 
10.01 
10.89 
7.05 
6.74 
8.01 

II. 36 
12.03 
13.07 
14.41 
12.74 
11.50 
15.84 
17.16 
16.56 
17.60 
17.62 
15.88 
15.12 
15.21 
12.23 
10.85 
12.99 
14.28 
10.73 

9.92 
13.07 
13.61 
13.27 
13.92 
16.30 
14.66 
14.11 
12.20 
11.27 
15.34 
17.14 
17.92 
14.91 
13.45 
17.57 



0.79 

0.75 

0-73 

0-44 

0.58 

0.55 

0.59 

0.64 

0.64 

0.74 

0.83 

1.16 

1.22 

1.27 

0.B8 

0.79 

0.87 

0.90 

0.88 

0.86 

0.02 

0.02 

0.02 

0.05 

0.01 

0.04 

0.02 

0.20 

1.27 

0.90 

0.87 

0.79 

0.79 

0.87 

0.81 

0.93 

1.00 

1.06 

1.03 

0.95 

0.96 

0.99 

0.96 

1.11 

1.16 

0.88 

0.77 

0.95 

1.12 

0.81 

0.88 

0.89 

0.82 

0.82 

0.89 

0.87 

0.87 

0.87 

0.93 

0.64 

0.81 

0.82 

0.65 

0.71 

0.49 

0.47 

0.60 

0.76 

0.55 

0.42 

0.71 

0.78 

0.67 

0.53 

0.58 

0.47 

0.55 

0.56 

0.47 

0.46 

0.46 

0.53 

0.57 



0.78 
0.75 
0.72 
0.44 
0.58 
0.54 
0.58 
0.65 
0.64 
0.75 
0.83 
1.16 
1.21 
1.26 
0.88 
0.78 
0.87 
0.89 
0.88 
0.86 
0.01 
0.02 
0.01 
0.05 
0.01 
0.03 
0.02 
0.19 
1.27 
0.89 
0.88 
0.80 
0.80 
0.86 
0.81 
0.93 
1.00 
1.07 
1.04 
0.96 
0-96 
0.99 
0.96 
1.11 
1.16 
0.88 
0.7/7 
0.94 
1.12 
0.60 
0.88 
0.89 
,83 
83 
89 
87 
88 
86 
94 
0.85 
0.80 
0.82 
0.65 
0.72 
0.48 
0.47 
0.61 
0.75 
0.54 
0.42 
0.72 
0.78 
0.67 
0.54 
0.57 
0.47 
0.56 
0.56 
0.47 
0.46 
0.45 
0.53 
0.58 
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assign (segid 3A4 and resid 
assign (segid 3M and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and zesid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 
41 and name CB 



(segid 3A4 and resid 354 and name CB ) 18.45 



41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB } 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 
41 and name CB ) 



15.58 
14.45 
15.04 
13.94 
18.30 
14.83 
13.24 
11.88 
16.56 
16.80 



seqiu jni ohv *■ ■ — 

(segid 3A4 and resid 355 and name CA ) 
(segid 3A4 and resid 355 and name CB ) 
(segid 3A4 and resid 356 and name CA ) 
(segid 3A4 and resid 356 and name CB ) 
(segid 3A4 and resid 357 and name CB 
(segid 3A4 and resid 381 and name CA 
(segid 3A4 and resid 382 and name CA 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA 
(segid 3A4 and resid 384 and name CB ) 17.54 
(segid 3A4 and resid 385 and name CA 13.38 
(segid 3A4 and resid 386 and name CA ) 11.07 
(segid 3A4 and resid 387 and name CA ) 11.13 
(segid 3A4 and resid 388 and name CA ) 14.09 
(segid 3A4 and resid 388 and name CB ) 14.29 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and lesid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB > 
(segid 3A4 and resid 42 and name C ) 



41 and name N 
41 and name N 
41 and name N 
41 and name N 
41 and name N 
41 and name N 
41 and name N 
41 and name N 
41 and name N 
41 and name O 
41 and name O 
41 and name O 
41 and name O 
41 and name 
41 and name 
423 and name 
423 and name 
423 and name 
423 and name 
423 and name 
423 and name 
423 and name 
423 and name 
423 and name 
423 and name 
423 and name 



55 



60 



65 



70 



75 



assign 
assign 
assign 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 

423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA J 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA ) 
423 and name CA > 
423 and name CA ) 
423 and name CA ) 



42 and name CA ) 
42 and name CB ) 
42 and name N ) 
42 and name 0 ) 
41 and name C ) 
41 and name CA ) 
41 and name CB ) 

41 and name 0 ) 

42 and name C ) 
42 and name CA ) 
42 and name CB ) 



O 
o 

C 
C 
C 
C 
C 
C 
C 

c 
c 
c 
c 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 423 and name O 
(segid 3A4 and resid 424 and name C 
(segid 3A4 and resid 424 and name CA ) 
(segid 3A4 and resid 424 and name N ) 
(segid 3A4 and resid 424 and name O ) 
(segid 3A4 and resid 425 and name C ) 
(segid 3A4 and resid 425 and name CA ) 



42 and name N 
42 and name O 

41 and name CB 

42 and name C 
42 and name CA 
42 and name CB 
42 and name N 
42 and name O 



V ocy J-*J jj-ii » ww — -— 

(segid 3A4 and resid 425 and name N 
(segid 3A4 and resid 425 and name O 
(segid 3A4 and resid 426 and name N 
(segid 3A4 and zesid 437 and name O 
(segid 3A4 and resid 423 and name C 
(segid 3A4 and resid 423 and name O 
(segid 3A4 and resid 424 and name C 
(segid 3A4 and resid 424 and name CA 
(segid 3A4 and resid 424 and name N , 
(segid 3A4 and resid 424 and name O ) 
(segid 3A4 and resid 425 and name C > 
(segid 3A4 and resid 425 and name CA ) 
(segid 3A4 and resid 425 and name N ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA > 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 4 37 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 439 and name CA ) 



isegm jai j.-^- «- — — - 

(segid 3A4 and resid 440 and name CA 
423 and name N > (Jjjjd 3A4 and resxd 423 and jjjj. 

423 nSS S selid 3^4 anS re«d 423 and name O 
»nd nara H aeSid 3A4 and resid 424 and name C 

23 and name S ) M 3A4 and re„d 424 and name CA 

423 and name N ) (segid 3A4 and resid 424 and name N 
423 and name 5 (segid 3A4 and resid 424 and name O 

«ll !!S rZml n ) (segid 3A4 and resid 425 and name CA 
Ml ! J EE N segid 3A4 and resid 425 and name N 

III anS name 0 \ (segid 3A4 and resid 424 and name C 



15.18 
14.80 
15.38 
15.16 
5.36 
4.39 
5.20 
3.07 
6.17 
2.47 
1.46 
2.44 
3.49 
4.69 
4.24 
5.00 
2.85 
b.69 
3.27 
2.99 
2.16 
4.23 
2.24 
3.39 
1.24 
3.17 
2.43 
1.32 
3.69 
6.08 
5.01 
3.83 
6.52 
6.76 
6.88 

I. 53 
2.40 
4.46 
3.80 
2.42 
4.74 
7.26 
6.16 
5.12 
9.06 

12.25 
14.57 
17.34 
16.25 
13.89 
10.67 
10.62 
9.33 
8.37 
9.12 

II. 06 
2.48 
1.46 
3. 
5. 
4, 
3 
5 
7 
6 
3 



0.58 
0.95 
1.03 
0.85 
0.82 
0.73 
0.43 
0.58 
0.54 
0.56 
0.61 
0.63 
0.71 
0.80 
1.13 
1.17 
1.24 
0.81 
0.70 
0.81 
0.86 
0.06 
0.04 
0.06 
0.04 
0.14 
0.03 
0.01 
0.04 
0.04 
0.05 
0.05 
0.05 
0.04 
0.17 
0.04 
0.06 
0.04 
0.03 
0.01 
0.20 
0.01 
0.16 
0.03 
0.01 
0.44 
0.22 
0.12 
0.14 
0.49 
0.20 
0.79 
0.01 
0.01 
0.09 
0.04 
0.04 
0.46 
0.34 
0.22 
0.29 
0.25 
0.55 
0.60 
1.25 
1.39 
1.07 
1.04 
1.62 
0.93 
1 .06 
1.61 
1.69 
0.05 
0.01 
0.33 
0.30 
0.24 
0.30 
0.65 
0.17 
0.20 
0.36 



12 
44 

60 

,26 
.74 
.25 
.15 
.36 



0.57 
0.96 
1.02 
0.85 
0.82 
0.74 
0.44 
0.58 
0.54 
0.56 
0.62 
0.62 
0.70 
0.79 
1.12 
1.18 
1.23 
0.80 
0.70 
0.82 
0.86 
0.05 
0.05 
0.06 
0.04 
0.14 
0.03 
0.01 
0.04 
0.04 
0.04 
0.04 
0.04 
0.04 
0.18 
0.05 
0.06 
0.04 
0.03 
0.01 
0.19 
0.00 
0.17 
0.02 
0.01 
0.44 
0.21 
0.12 
0.14 
0.49 
0.20 
0.7B 
0.01 
0.01 
0.08 
0.04 
0.04 
0.46 
0.34 
0.21 
0.29 
0.24 
0.55 
0.60 
1.26 
1.39 
1.06 
1.04 
1.62 
0.93 
1.05 
1.60 
1.68 
0.06 
0.01 
0.33 
0.31 
0.24 
0.31 
0.65 
0.16 
0.20 
0.35 
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assign (segxd 3A4 and resxd 423 and name O 
Lsxgn (segxd 3A4 and resxd 423 and name O 
assign (segxd 3A4 and resxd 423 and name O 
assxgn (segxd 3A4 and resxd 423 and name O 
5 assign (segxd 3A4 and resxd 423 and name O 
assxgn (segxd 3A4 and resxd 423 and name O 
assxan (segxd 3A4 and resxd 423 and name O 
assxgn (segxd 3A4 and resxd 423 and name O 
assxgn (segxd 3A4 and resxd 424 and name C 
10 assign (segxd 3A4 and resxd 424 and name C 
assign (segxd 3A4 and resxd 424 and name C 
assign (segxd 3A4 and resxd 424 and name C 
assign (sogxd 3A4 and resid 424 and name C 
assign (segxd 3A4 and resid 424 and name C 
15 assxgn (segxd 3A4 and resid 424 and name C 
assxgn (segxd 3A4 and resxd 424 and name C 
assxgn (segxd 3A4 and resxd 424 and name C 
assxgn (segid 3A4 and resxd 424 and name C 
assxgn (segid 3A4 and resxd 424 and name CA 
20 assign (segxd 3A4 and resxd 424 and name CA ) 
assign (se|xd 3A4 and resxd 424 and name CA 
assxgn (segxd 3A4 and resxd 424 and name CA 
assign (segxd 3A4 and resxd 424 and name CA 
assxgn (segxd 3A4 and resxd 424 and name CA 
25 assxgn (segxd 3A4 and resxd 424 and name CA 
(segxd 3A4 and resxd 424 and name CA 
(segxd 3A4 and resxd 424 and name CA J 
(segid 3A4 and resxd 424 and name CA ) 
(segxd 3A4 and resxd 424 and name CA ) 
30 assign (segxd 3A4 and resid 424 and name CA 
assign (segxd 3A4 and resxd 424 and name CA 
assign segxd 3A4 and resxd 424 and name CA 



(segid 3A4 dnd resxd 424 and name CA ) 
(segid 3A4 and res id 424 and name N ) 
(segid 3A4 and resid 424 and name O ) 
(segid 3A4 and resid 425 and name C ) 
(segid 3A4 and resid 425 and name CA ) 





(segxd 3A4 and resxd 425 and name N 
(segxd 3A4 and resxd 425 and name O 
(segxd 3A4 and resxd 426 and name H 
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5.70 
4.69 
3.42 
5.90 
7.81 
6.65 
3.60 
2.80 
2.27 
4.16 
6.44 
5.37 
4.19 
6.64 
7.39 
5.41 
5.18 
5.57 
4.75 
1.23 
3.14 
2.44 
1.33 
3.42 
6.24 
5.35 
4.04 
6.82 
6.76 
5.11 
6.22 
6.10 
4.13 
5.41 
5.05 
5.55 
6.43 
5.83 
4.94 
1.53 
2.40 
4.44 
3.81 
2.43 
4.42 
7.49 
6.41 
5.42 
9.10 
12.00 
13.23 
7.99 
5.40 
6 
4 



0.65 
0.75 
1.66 
1.06 
0.60 
0.42 
0.39 
0.64 
0.57 
1.32 
1.43 
1.87 
1.64 
0.06 
0.02 
0.14 
0.09 
0.09 
0.10 
0.17 
0.06 
0.03 
0.19 
0.04 
0.03 
0.34 
0.23 
0.19 
0.15 
0.31 
0.25 
1.40 
1.31 
1.47 
1.49 
0.00 
0.13 
0.02 
0.01 
0.24 
0.30 
0.17 
0.16 
0.41 
0.43 
0.33 
0.50 
0.74 
0.40 
0.46 
0.36 
0.23 
0.42 
0.70 
0.66 
0.01 
0.01 
0.11 
0.02 
0.03 
0.28 
0.29 
0.14 



0.64 
0.75 
1.66 
1.05 
0.60 
0.42 



48 
5.51 
5.01 



.66 
.56 



,03 
.08 



5 
6 
6 
5 

8.09 
9.59 
3 2.84 
15.46 
2.14 
1.46 



11 
57 
83 
90 
.54 
.00 
.15 
.06 
.41 
.54 
0.79 
0.47 
0.53 
0.44 
0.82 
1.08 
1.29 
1.10 
0.07 
0.01 



0.39 
0.64 
0.56 
1.31 
1.43 
1.86 
1.65 
0.05 
0.01 
0.13 
0.09 
0.09 
0.10 
0.17 
0.07 
0.02 
0.18 
0.04 
0.02 
0.34 
0.23 
0.19 
0.16 
0.32 
0.25 
1.39 
1.31 
1.46 
1.48 
0.00 
0.12 
0.01 
0.00 
0.24 
O.30 
0.18 
0.16 
0.41 
0.43 
0.34 
0.50 
0.74 
0.40 
0.46 
0.36 
0.22 
0.41 
0.69 
0.66 
0.00 
0.00 
0.10 
0.01 
0.03 
0.28 
0.30 
0.13 
0.12 
0.56 
0.83 
1.91 
1.53 
1.00 
1.14 
1.06 
0.42 
0.54 
0.80 
0.47 
0.53 
0.44 
0.82 
1.07 
1.28 
1 .10 
0.06 
0.01 
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10 



15 



20 



25 



30 



assign (segid 3A4 and lesid 426 and name N 
assign (segid 3A4 and res id 426 and name H 
assign (segid 3A4 and lesid 426 and name N 
assign (segid 3A4 and xesid 426 and name M 
assign (segid 3A4 and resid 426 and name N 
assign (segid 3A4 and resid 426 and name N 
assign (segid 3A4 and resid 426 and name N 
assign (segid 3A4 and resid 426 and name N 
assign (segid 3A4 and resid 426 and name N 
(segid 3A4 and resid 426 and name N 
(segid 3A4 and resid 426 and name N 
(segid 3A4 and resid 426 and name N 
(segid 3A4 and resid 426 and name N 
(segid 3A4 and resid 426 and name M 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



40 



45 



50 



55 



60 



65 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



N 
O 
O 
O 

o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
o 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 
c 



~>* — — 

(segid 3A4 and resid 426 and name 
(segid 3A4 and resid 426 and name 
(segid 3A4 and resid 426 and name 
(segid 3A4 and resid 426 and name 
flaai yu (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 4 26 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and re a id 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 426 and name 
assign (segid 3A4 and resid 427 and name 
35 assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 4 27 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
(segid 3A4 and resid 427 and name 
(segid 3A4 and resid 427 and name 
(segid 3A4 and resid 427 and name 
(segid 3A4 and resid 427 and name 
(segid 3A4 and resid 427 and name 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
I segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA > 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and tesid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign I segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name CA ) 
assign (segid 3A4 and resid 427 and name M ) 
assign (segid 3A4 and resid 427 and name N ) 



(segid 3A4 and lesid 426 and name O ) 
(segid 3A4 and xesvd 427 and name C 
(segid 3A4 and resid 427 and name CA 
(segid 3A4 and resid 427 and name N 
(segid 3A4 and resid 427 and name O 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 428 and name N 
(segid 3A4 and resid 434 and name C 
(segid 3A4 and resid 434 and name O 
(segid 3A4 and resid 435 and name C 
(segid 3A4 and resid 435 and name CA 
(segid 3A4 and resid 435 and name N 
(segid 3A4 and resid 435 and name O 
(segid 3A4 and resid 436 and name CA 
(segid 3A4 and resid 436 and name N 
(segid 3A4 and resid 427 and name C 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 427 and name N ) 
(segid 3A4 and resid 427 and name O ) 
(segid 3A4 and resid 428 and name C ) 
(segid 3A4 and resid 428 and name CA } 
(segid 3A4 and resid 428 and name N ) 
(segid 3A4 and resid 428 and name O ) 
(segid 3A4 and resid 429 and name N ) 
(segid 3A4 and resid 434 and name C ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name N 1 
(segid 3A4 and resid 434 and name O ) 
(segid 3A4 and resid 435 and name C ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 436 and name CA } 
(segid 3A4 and resid 436 and name N ) 
(segid 3A4 and resid 427 and name O ) 
(segid 3A4 and resid 428 and name C ) 
(segid 3A4 and resid 428 and name CA ) 



70 



75 



(segid 3A4 and resid 428 and name N 
(segid 3A4 and resid 428 and name O 
(segid 3A4 and resid 429 and name C 
(segid 3A4 and resid 429 and name CA 
(segid 3A4 and resid 429 and name N 
(segid 3A4 and resid 429 and name O 
(segid 3A4 and resid 430 and name N 
(segid 3A4 and resid 433 and name C 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 433 and name O 
(segid 3A4 and resid 434 and name C 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 434 and name N 
(segid 3A4 and resid 434 and name O 
(segid 3A4 and resid 435 and name C 
(segid 3A4 and resid 435 and name CA 
(segid 3A4 and' resid 435 and name N 
(segid 3A4 and resid 436 and name N 
(segid 3A4 and resid 427 and name C 
(segid 3A4 and resid 427 and name O 
(segid 3A4 and resid 428 and name C 
(segid 3A4 and resid 428 and name CA » 
(segid 3A4 and resid 428 and name N > 
(segid 3A4 and resid 428 and name O > 
(segid 3A4 and resid 429 and name C 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 429 and name N ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA 
(segid 3A4 and resid 433 and name C ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 433 and name O ) 
(segxd 3A4 and resid 434 and name C ) 
(segid 3A4 and resid 434 and name CA ) 
( segid 3A4 and resid 434 and name N 
(segid 3A4 and resid 434 and name O ) 
(segid 3A4 and resid 435 and name C ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 435 and name O ) 
( segid 3A4 and resid 436 and name CA 
(segid 3A4 and resid 136 and name M 
(segid 3A4 and resid 437 and name CA 
segid 3A4 and resid 438 and name CA 
(segid 3A4 and resid 439 and name CA 
selld 3A4 and resid 427 and name C 
segid 3A4 and resid 427 and name CA ) 



2.77 
5.52 
4.78 
3.55 
5.63 
7.37 
6.36 
6.25 
5.44 
5.81 
5.37 
6.27 
6.91 
6.17 
5.28 
3.31 
2.77 
2.24 
3.83 
6.14 
4.94 
3.85 
6.66 
6.81 
5.64 
6.74 
6.64 
4.72 
5.64 
5.41 
6.00 
5.87 
5.06 
1.23 
3.25 
2.43 
1.33 
3.88 
6.02 
5.02 
3.78 
6.30 
6.84 
5.94 
5.73 
7.02 
S.34 
5.86 
5.20 
4.36 
6.73 
6.42 
6.29 
6.47 
1.52 
2.39 
4.55 
3.81 
2.44 
4.98 
7.25 
6.22 
5.12 
9.24 
10.31 
5.94 
6.00 
6.90 
4 



0.07 
0.13 
0.12 
0.10 
0.27 
0.27 



.77 
5.52 
5.13 
3.78 
5.79 
5.50 
5.54 
6.60 
.29 
.52 



6 
5 

9.35 
11.44 
14.91 
2.38 
1.46 



23 
,67 
76 
.38 
.35 
.50 
.40 
.58 
.48 
0.26 
0.O3 
0.01 
0.37 
0.45 
0.41 
0.35 
0.46 
0.56 
0.48 
0.24 
0.20 
0.34 
1.24 
1.11 
0.80 
1.32 
1.38 
0.00 
0.17 
0.02 
0.01 
0.37 
0.43 
0.29 
0.28 
0.68 
0.48 
0.52 
0.68 
0.47 
0.52 
0.43 
0.46 
0.58 
0.69 
0.73 
0.59 
0.83 
0.01 
0.01 
0.14 
0.04 
0.05 
0.44 
0.45 
0.29 
0.29 
0.52 
1.66 
0.40 
0.61 
0.40 
0.34 
0.22 
0.25 
0.33 
0.44 
0.66 
0.51 
0.26 
0.43 
0.58 
0.48 
1.05 
1.07 
0.06 
0.01 



0.06 
0.13 
0.12 
0.09 
0.28 
0.27 
0.23 
0.67 
0.76 
0.38 
0.34 
0.50 
0.40 
0.57 
0.48 
0.27 
0.03 
0.02 
0.36 
0.45 
0.41 
0.35 
0.46 
0.57 * 
0.48 
0.24 
0.20 
0.35 
1.24 
1.11 
0.81 
1.32 
1.38 
0.00 
0.17 
0.02 
0.00 
0.38 
0.42 
0.29 
0.28 
0.69 
0.48 
0.52 
0.68 
0.47 
0.52 
0.42 
0.46 
0.58 
0.70 
0.73 
0.59 
0.83 
0.01 
0.01 
0.14 
0.04 
0.04 
0.43 
0.45 
0.29 
0.29 
0.52 
1.67 
0.41 
0.61 
0.40 
0.34 
0.22 
0.24 
0.33 
0.45 
0.67 
0.51 
0.26 
0.43 
0.59 
0.49 
1.06 
1.08 
0.05 
0.01 
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N 
N 
N 
N 
N 
N 
N 
O 
O 
0 

o 
o 
o 
o 
o 

0 
0 

o 
o 
o 

0 

o 
o 
o 
c 
c 
c 
c 



aasign (segid 3A4 and tesid 427 and name N 
assign (segid 3A4 and resid 427 and name N 
assign (segid 3A4 and xesid 427 and name N 
assign (segid 3A4 and resid 427 and name N 
5 assign (segid 3A4 and resid 427 and name N 
assign (segxd 3A4 and resid 427 and name « 
assign (segid 3A4 and resid 427 and name N 
assign (segid 3A4 and resid 427 and name N 
assign (segid 3A4 and resid 427 and name H 
10 assign (segid 3A4 and resid 427 and name N 
assign (segid 3A4 and resid 427 and name N 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
15 assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
20 assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 4 27 and name 
25 assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 42 7 and name 
assign (segid 3A4 and resid 427 and name 
30 assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 427 and name 
35 assign (segid 3A4 and resid 427 and name 
assign (segid 3A4 and resid 428 and name 
assign (segid 3A4 and resid 428 and name 
assign (segid 3A4 and resid 428 and name 
assign (segid 3A4 and tesid 428 and name 
40 assign (segid 3A4 and resid 428 and name C 
assign (segid 3A4 and resid 42B and name C 
assign (segid 3A4 and resid 428 and name C 
assign (segid 3A4 and resid 428 and name C 
assign (segid 3A4 and resid 428 and name C 
45 assign (segid 3A4 and resid 428 and name C 
assign (segid 3A4 and resid 428 and name C 
assign (segid 3A4 and resid 428 and name C 
assign (segid 3A4 and resid 428 and name C 
assign (segid 3A4 and resid 428 and name C 
50 assign (segid 3A4 and resid 428 and name CA 



(segid 3A4 and resid 427 and name O 
(segid 3A4 and resid 428 and name C 
(segid 3A4 and resid 428 and name CA 
(segid 3A4 and resid 428 and name N 
(segid 3A4 and resid 428 and name O 
(segid 3A4 and resid 429 and name CA 
(segid 3A4 and resid 429 and name N 
(segid 3A4 and resid 434 and name C 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name N ) 
(segid 3A4 and resid 434 and name O 1 
(segid 3A4 and resid 435 and name C ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 435 and name O J 
(segid 3A4 and resid 436 and name C ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 436 and name N ) 
(segid 3A4 and resid 428 and name C ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 428 and name N ) 
(segid 3A4 and resid 428 and name O ) 
(segid 3A4 and resid 429 and name C ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 429 and name N ) 
(segid 3A4 and resid 429 and name O ) 
(segid 3A4 and resid 433 and name C } 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name C ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name N ) 
(segid 3A4 and resid 434 and nBme O ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 436 and name N ) 
(segid 3A4 and resid 428 and name O ) 
(segid 3A4 and resid 429 and name C ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and re3id 429 and name N ) 
(segid 3A4 and resid 429 and name O ) 
(segid 3A4 and resid 430 and name C ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and res id 430 and name N ) 
(segid 3A4 and resid 430 and name O ) 
(segid 3A4 and resid 431 and name N ) 
(segid 3A4 and resid 433 and name C ) 
( segid 3A4 and resid 433 and name CA 



assign ->«.«« •-- — - ^ . 

assign (segid 3A4 and resid 428 and name CA 
assign (segid 3A4 and resid 428 and name CA ) 
assign (segid 3A4 and resid 428 and name CA 
assign (segid 3A4 and resid 428 and name CA 
55 assign (segid 3A4 and resid 428 and name CA ) 
assign (segid 3A4 and resid 428 and name CA 
assign (segid 3A4 and resid 428 and name CA 1 
assign (segid 3A4 and resid 428 and name CA 
assign (segid 3A4 and resid 428 and name CA ) 
60 assign (segid 3A4 and resid 428 and name CA 
assign (segid 3A4 and resid 428 and name CA 
assign (segid 3A4 and resid 428 and name CA ) 
assign (segid 3A4 and resid 428 and name CA ) 
assign (segid 3A4 and resid 428 and name CA J 
65 assign (segid 3A4 and resid 428 and name CA ) 



(segio «"« — - " 

assign (segid 3A4 and resid 428 and name CA 
assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
70 assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
75 assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and rebid 428 and name N 
80 assign (segid 3A4 and resid 428 and name N 
assign (segid 3A4 and ro3id 428 and name N 
assign (segid 3A4 and resid 428 and name O 
assign (segid 3A4 and resid 428 and name 0 



V bt'UXU -HI"* 

(segid 3A4 and resid 433 and name N 
(segid 3A4 and resid 434 and name N ) 
(segid 3A4 and resid 428 and name C ) 
(segid 3A4 and resid 428 and name O ) 
(segid 3A4 and resid 429 and name C ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 429 and name N > 
(segid 3A4 and resid 429 and name O 1 
(segid 3A4 and resid 430 and name CA 
(segid 3A4 and resid 430 and name N ) 
(segid 3A4 and resid 431 and name CA 
(segid 3A4 and resid 4 33 and name CA ) 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 434 and name N > 
(segid 3A4 and resid 434 and name O 
(segid 3A4 and resid 435 and name CA 
segid 3A4 and resid 436 and name CA ) 
segid 3A4 and resid 437 and name CA 
segid 3A4 and resid 438 and name CA 
segid 3A4 and resid 428 and name C 
segid 3A4 and resid 428 and name CA 



2-69 
5.59 
4.70 
3.50 
6.14 
7.17 
6.03 
4.57 
5.54 
5.29 
3.54 
5.36 
4.98 
5.22 
6.28 
7.08 
5.94 
5.05 
3.41 
2.73 
2.24 
4.25 
5.72 
4.80 
3.59 
5.85 
5.86 
5.55 
5.52 
5.92 
5.14 
4.58 
6.72 
6.52 
6.92 
1.23 
3.36 
2.44 
1.32 
3.99 
5.98 
5.27 
3.98 
6.57 
6.23 
6.38 
5.69 
6.28 
6.00 

I. 53 
2.40 
4.66 
3.81 
2.43 
5.08 
6.50 
5.32 
6.40 
6.22 
7.01 
6.15 
5.97 
8.19 
8.72 

II. 86 
14.26 

2.46 



0.13 
0.17 
0.10 
0.07 
0.43 
0.34 
0.30 
0.59 
0.77 
0.92 
0.58 
0.20 
0.27 
0.42 
0.36 
0.37 
0.31 
0.32 
0.31 



{ seal a ouu j. ^ -»-*-'- - — 

segid 3A4 and resid 428 and name O 
(segid 3A4 and resid 429 and name C 
segid 3A4 and resid 429 and name CA 
segid 3A4 and resid 429 and name N 
segid 3A4 and resid 429 and name O 
segid 3A4 and resid 430 and name N 
segid 3A4 and resid 433 and name C 
segid 3A4 and resid 433 and name CA 
segid 3A4 and resid 433 and name N 
segid 3A4 and resid 434 and name C 
tegid 3A4 and resid 434 and name CA 
segid 3A4 and resid 434 and name H 
segid 3A4 and resid 434 and name O 
segid 3A4 and resid 429 and name C 
segid 3A4 and resid 429 and name CA ) 



0.13 
0.18 
0.09 
0.08 
0.43 
0.35 
0.31 
0.58 
0.77 
0.92 
0.58 
0.19 
0.27 
0.42 
0.36 
0.37 
0.30 
0.31 
0.31 
0.05 
0.02 
0.46 
0.69 
0.49 
0.42 
0.94 
1.11 
1.20 
0.60 
0.83 
1.00 
0.52 
0.49 
0.52 
0.63 
0.01 
0.18 
0.02 
0.01 
0.13 
0.82 
0.54 
0.51 
1.01 
1.05 
1.07 
0.92 
0.72 
1.26 
0.01 
0.02 
0.10 
0.03 
0.03 
0.28 
0.52 
0.51 
1.37 
1.03 
1.25 
1.19 
1.30 
1.28 
1.54 
1.21 
1.51 
0.05 
0.01 
0.23 
0.12 
0.12 
0.15 
0.34 
0.45 
0.73 
0.68 
0.51 
1.22 
1.04 
0.92 
1.29 
0.40 
0.04 



05 
02 
,46 
.68 
.50 
0.43 
0.94 
1.11 
1.20 
0.60 
0.84 
1.00 
0.51 
0.50 
0.53 
0.63 
0.01 
0.18 
0.01 
0.01 
0.13 
0.81 
0.53 
0.52 
1.01 



.47 
.01 
.61 
.62 



1 
3 
5 
4 

3.34 
6.02 
6.29 
6.32 
6.04 
6.98 
5.91 
6.32 
5.63 
1.97 
3.60 
2.78 



05 
.07 
92 
71 
.27 
,01 
.02 
.09 
.02 
.03 
.28 
.51 
.50 
.37 
1.03 
1.24 
1.19 
1.31 
1.28 
1.53 
1.22 
1.51 
0.05 
0.01 
0.23 
0.11 
0.13 
0.15 
0.35 
0.44 
0.73 
0.68 
0.51 
1.21 
1.04 
0.32 
1.29 
0.39 
0.04 
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assign (segid 3A4 and resid 428 and name O 
assign (segid 3A4 and tesid 428 and name O 
assign (segid 3A4 and resid 428 and name O 
assign (segid 3A4 and resid 478 and name O 
5 assign (segid 3A4 and resid 428 and name O 
assign (segid 3A4 and resid 428 and name O 
assign (segid 3A4 and resid 428 and name O 
assign (segid 3A4 and resid 428 and name 
assign (segid 3A4 and resid 429 and name 
10 assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name 
15 assign (segid 3A4 and resid 429 and name 
(segid 3A4 and resid 429 and name 
(segid 3A4 and resid 429 and name 
(segid 3A4 and tesid 429 and name 



assign 
assign 
assign 
assign 



20 



25 



30 



35 



> 
) 
) 
) 
> 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 

assign iweyx-w. JW «..»** ~~ ~ , \ 

assign (segid 3A4 and resid 429 and name CA 
assign (segid 3A4 and resid 429 and name CA 
assign (segid 3A4 and resid 429 and name CA 
assign (segid 3A4 and resid 429 and name CA 
assign (segid 3A4 and resid 429 and name CA ) 
assign (segid 3A4 and resid 429 and name CA ) 
assign (segid 3A4 and resid 429 and name CA ) 
assign (segid 3A4 and tesid 429 and name CA ) 
assign (segid 3A4 and re3id 429 and name CA ) 
assign (segid 3A4 and resid 429 and name CA ) 
assign (segid 3A4 and resid 429 and name CA ) 
assign (segid 3A4 and tesid 429 and name CA ) 
assign (segid 3A4 and tesid 429 and name CA ) 
assign (segid 3A4 and resid 429 and name CA 
assign (segid 3A4 and resid 429 and name CA ) 
assign (segid 3A4 and resid 429 and name CA ) 



a 3 a x y 1 1 : s« o ts y * « -»<-»» - * * — - — „ , 

assign (segid 3A4 and tesid 429 and name C 

assign (segid 3A4 and resid 429 and name CA 

w __ » i i a o ft n>»l noma r^A 



(segid 3A4 and resid 429 and name H ) 
(segid 3A4 and resid 429 and name O > 
(segid JA4 and resid 430 and name C ) 
(segid 3A4 and resid 430 and name CA > 
(segid 3A4 and tesid 430 and name N * 
(segid 3A4 and resid 431 and name N 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 433 and name N 
(segid 3A4 and resid 429 and name O 
(segid 3A4 and resid 4 30 and name C 
< segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 430 and name N ) 
(segid 3A4 and resid 430 and name O ) 
(segid 3A4 and resid 431 and name C ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 431 and name N ) 
(segid 3A4 and resid 431 and name O ) 
(segid 3A4 and resid 433 and name CA ) 



assign (segid 3A4 and resid 429 and name N 
assign (segid 3A4 and resid 429 and name N 
assign (segid 3A4 and resid 429 and name N 
40 assign (segid 3A4 and resid 429 and name N 
assign (segid 3A4 and resid 429 and name N 
assign (segid 3A4 and resid 429 and name N 
assign (segid 3A4 and resid 429 and name H 
assign (segid 3A4 and resid 429 and name N 
45 assign (segid 3A4 and resid 429 and name N 
assign (segid 3A4 and resid 429 and name N 
assign (segid 3A4 and resid 429 and name O 



a"5S Ltju laeyiu " . 

assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name 
50 assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and tesid 429 and name 
55 assign (segid 3A4 and resid 429 and name 
assign (segid 3A4 and resid 429 and name O 
assign (segid 3A4 and resid 42 and name C 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
75 assign (segid 3A4 and tesid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



locyiu «»-»-. 

(segid 3A4 and resid 433 and name N 
(segid 3A4 and resid 429 and name C 
(segid 3A4 and tesid 429 and name O 
(segid 3A4 and resid 430 and name C 
(segid 3A4 and resid 430 and name CA 
(segid 3A4 and resid 430 and name N 
(segid 3A4 and resid 430 and name o 
(segid 3A4 and resid 431 and name C 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 4 31 and name N ) 
(segid 3A4 and resid 431 and name 0 ) 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 433 and name N ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 4 37 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 429 and name C ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 429 and name O ) 
(segid 3A4 and resid 430 and name C ) 
(segid 3A4 and resid 430 and name CA ) 



2.24 
4.38 
5.77 
5.18 
3.93 
5.95 
5.59 
6.10 
1.23 
3.35 
2.44 
1.33 
4.11 
5.20 
5.06 
3.79 
5.69 
5.83 
5.77 
1.52 
2.40 



) 
) 
) 
) 
) 
) 
) 

42 and name C ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 



42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 



* . — — 

(segid 3A4 and resid 430 and name N 
(segid 3A4 and resid 430 and name O 
(segid 3A4 and resid 431 and name N 
(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 433 and name N 
(segid 3A4 and resid 430 and name C 
(segid 3A4 and resid 430 and name CA 
(segid 3A4 and resid 430 and name N 
(segid 3A4 and resid 430 and name O 
(segid 3A4 and resid 431 and name C 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 431 and name H ) 
(segid 3A4 and resid 431 and name O ) 
(segid 3A4 and res id 433 and name CA ) 
(segid 3A4 and resid 433 and name N > 
(segid 3A4 and resid 42 and name CB ) 
(segid 3A4 and resid 42 and name O J 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and tesid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CB 
(segid 3A4 and resid 326 and name CA ) 
4 2 ana name ca , (segid 3A4 and resid 326 and name CB 
42 and name CA ) (segid 3A4 and resid 321 and name CA 
42 and name CA ) (segid 3A4 and resid 327 and name CB 
(segid 3A4 and resid 328 and name CA 
segid 3A4 and resid 328 and name CB 
segxd 3A4 and resid 329 and name CA 
segid 3A4 and resid 329 and name CB 
slgid 3A4 and resid 330 and name CA 
42 and name CA ) (segid 3A4 and resid 330 and name CB 
42 and name CA ) (segid 3A4 and resid 331 and name CA 
42 and name CA ) (seqid 3A4 and resid 331 and name CB 
42 and name CA ) (segid 3A4 and resid 332 and name CA 
42 and name CA > (segid 3A4 and resid 333 and name CA 
42 and name CA ) (segid 3A4 and resid 335 and name CA 
42 and name CA ) (segid 3A4 and resid 336 and name CA ) 



57 
81 
42 
23 
98 
6.01 
4.89 
6.42 
5.69 
5.89 
7.75 
10.11 
11.07 
14.26 
16.51 
2.48 
1.46 
3.05 
5.48 
4.69 
3.37 
6.11 
b.BO 
5.65 
6.13 
3.66 
2.77 
2.25 
4.43 
5.38 
5.30 
4.07 
5.86 
5.87 
5.80 
2.52 

I. 23 
16.72 
16.18 
10.25 

8.54 
7.09 
10.19 
11.64 
9.63 
9.71 
12.04 

II. 99 
13.07 
13.22 
13.06 
14.38 
10.33 

9.01 
10.56 
11.83 
8.06 
7.06 
10.32 
13.34 
12.65 
12.92 



0.02 
0.32 
1.13 
0.85 
0.74 
1.29 
1.38 
1.09 
0.01 
0.14 
0.03 
0.01 
0.28 
0.44 
0.49 
0.52 
0.78 
0.79 
0.63 
0.01 
0.01 
0.08 
0.04 
0.03 
0.45 
0.42 
0.55 
0.59 
0.74 
0.83 
0.64 
0.95 
0.75 
0.86 
0.69 
0.86 
0.06 
0.02 
0.29 
0.36 
0.19 
0.23 
0.49 
0.76 
0.83 
0.70 
0.27 
0.03 
0.01 
0.21 
0.77 
0.66 
0.62 
1.14 
0.94 
0.84 
0.03 
0.01 



0.02 
0.31 
1.13 
0.86 
0.75 
1.29 
1.38 
1.10 
0.00 
0.13 
0.03 
0.01 
0.27 
0.43 
0.49 
0.53 
0.79 
0.80 
0.64 
0.01 
0.01 
0.09 
0.04 
0.04 
0.44 



0.41 
0.54 
0.59 
0.74 
0.82 
0.65 
0.95 
0.74 
0.86 
0.69 
0.86 
0.06 
0.01 
0.29 
0.36 
0.18 
0.23 
0.49 
0.75 
0.84 
0.70 
0.27 
0.03 
0.00 
0.20 
0.76 
0.67 
0.62 
1.13 
0.95 



0.72 

0.77 

1.33 

0.88 

0.86 

0.S6 

0.56 

0.46 

0.39 

0.50 

0.55 

0.50 

0.53 

0.49 

0.53 

0.67 

0.67 

0.63 

0.65 

0.54 

0.49 

0.66 

0.61 

C.48 

0.55 



84 
03 
,01 
.73 
.78 
.33 
.69 
0.87 
0.57 
0.56 
0.46 
0.40 
0.50 
0.55 
0.49 
0.54 
0.49 
0.53 
0.67 
0.67 
0.64 
0.65 
0.54 
0.50 
0.66 
0.65 
0.48 
0.54 
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10 



IS 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



60 



65 



70 



(segid 3A4 and res id 
(segid 3A4 and res id 
(segid 3A4 and re* id 
(segid 3A4 and res id 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re&id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



42 and name CA ) 
42 and name CA ) 
12 and name CA } 
42 and name CA ) 
42 and name CA > 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ] 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 



(segid 3A4 and resid 336 and name CB ) 
(segid 3A4 and resid 337 and name CA ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
Ueqid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and xesid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB > 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 

. . . ■ _i noma r*Q 1 



14.35 
11.3-7 
9.92 
13.96 
15.26 
14.03 
15.14 
14.39 
12.80 
12.34 
11.64 
8.80 
7.42 
9.70 
11.15 
7.94 
6.92 
11.08 
11.90 
11.63 
12.01 
15.09 
14.18 
13.56 
12.30 
11.17 
15.43 



(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 



(segid 3A4 and resid 
[segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resvd 
assign (segid 3A4 and resid 
80 assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



42 and name CA ) isegia jh<» aiw — - 

42 and name CA i (segid 3A4 and resid 352 and name CA 17.59 
42 and name CA ) (segid 3A4 and resid 352 and name CB 18.12 
42 and ntme CA i (seg\d 3A4 and resid 353 and name CA 16.16 
42 and name CA ) (segid 3A4 and resid 353 and name CB 
42 and name CA ) (segid 3A4 and resid 355 and name CB 
42 and name CA ) (segid 3A4 and resid 356 and name CA 
42 and name CA ) (segid 3A4 and resid 356 and name CB 
42 and name CA ) (segid 3A4 and resid 381 and name CA 
42 and name CA ) (segid 3A4 and resid 382 and name CA 
42 and name CA ) (segid 3A4 and resid JB2 and name CB 
42 and name CA ) (segid 3A4 and resid 383 and name CA ) 
42 and ntme CA ! (segid 3A4 and resid 384 and name CA 
(seqid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA 
r segid 3A4 and resid 387 and name CA 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(seqid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 42 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 317 and name CA ) 
segid 3A4 and resid 319 and name CA 
segid 3A4 and resid 319 and name CB 
segid 3A4 and resid 322 and name CA 
segid 3A4 and resid 323 and name CA ) 
Uiid 3A4 and resid 323 and name CB 
segid 3A4 and resid 324 and name CA 
segid 3A4 and resid 324 and name CB 
segid 3A4 and resid 325 and name CA 
(segid 3A4 and resid 325 and name CB 
segid 3A4 and resid 326 and name CA 
segid 3A4 and resid 326 and name CB 
segid 3A4 and resid 327 and name CR 
(segid 3A4 and resid 327 and name CB 
segid 3A4 and resid 32e and name CA 
segid 3A4 and resid 328 and name CB 
segid 3A4 and resid 329 and name CA 
"aid 3A4 and resid 329 and name CB 
segid 3A4 and resid 310 and name CA 
seaid 3A4 and resid 330 and name CB 
segid 3A4 and resid 331 and name CA 
segid 3A4 and resid 331 and name CB ) 



42 and name CA } 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA > 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CA ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB > 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 end name CB ) 
42 and name CB ) 
42 and name CB ) 



42 and name CB ) 
42 and name O ) 

68 and name CA ) 

69 and name CA ) 

70 and name CA ) 

71 and name CA ) 

72 and name CA ) 
75 and name CB ) 



14.84 
17.13 
17.23 
15.91 
14.94 
12.38 
10.99 
15.07 
14.86 
15.75 
11.15 
9.38 
9.22 
11.61 
11.69 
12.04 
11.38 
12.95 
13.11 
16.18 
16.69 
19.05 
1.52 

I. 53 
2.39 

16.61 
16.91 
16.91 
15.12 
15.78 
16.65 
17.62 
15.84 
15.41 
9.24 
7.84 
6.46 
9.66 

II. 15 
9.42 
9.45 

12.21 
12.31 
13.30 
13.62 
13.15 
14.47 
10.55 
9.27 
10.68 
12.02 
U.01 
6.82 



0.56 
0.37 
0.37 
0.37 
0.41 
0.38 
0.37 
0.59 
0.52 
0.48 
0.62 
0.53 
0.56 
0.57 
0.55 
0.65 
0.80 
0.57 
0.41 
0.65 
0.71 
0.64 
0.39 
0.38 
0.40 
0.46 
0.46 
0.43 
0.47 
0.47 
0.57 
0.99 
0.78 
0.76 
0.61 
0.45 
0.46 
0.36 
0.32 
0.29 
0.34 
0.26 
0.83 
0.99 
1.16 
0.57 
0.53 
0.52 
0.55 
O.50 
0.47 
0.54 
0.00 
0.02 
0.01 
1.49 
1.41 
1.48 
1.82 
1.02 
1.42 
0.67 
0.62 
0.66 
1.28 
0.78 
0.76 
0.42 
0.41 
0.28 
0-24 
0.33 
0.39 
0.36 
0.47 
0.44 
0.49 
0.67 
0.70 
0.5? 
0.58 
0.51 
0.53 



0.55 
0.37 
0.37 
0.36 
0.40 
0.38 
0.36 
0.58 
0.52 
0.48 
0.63 
0.53 
0.57 
0.56 
0.55 
0.65 
0.80 
0.57 
0.40 
0.66 
0.72 
0.63 
0.39 
0.39 
0.39 
0.47 
0.46 
0.43 
0.48 
0.48 
0.56 
0.99 
0.78 
0.77 
0.62 
0.45 
0.46 
0.36 
0.31 
0.29 
0.35 
0.26 
0.84 
0.99 
1.15 
0.58 
0.52 
0.51 
0.55 
0.51 
0.47 
0.55 
0.01 
0.01 
0.01 
1.49 
1.42 
1.49 
1.82 
1.02 
1.43 
0.68 
0.63 
0.65 
1.28 
0.79 
0.77 
0.42 
0.40 
0.28 
0.23 
0.33 
0.39 
0.36 
0.47 
0.44 
0.49 
0.68 
0.70 
0.57 
0.58 
0.51 
0.52 
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assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
5 assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
20 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
25 assagn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
30 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
35 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
40 assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segxd 3A4 and resid 
45 assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resxd 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
55 assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
60 assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segid '3A4 
assxgn (segxd 3A4 
65 assxgn (segid 3A4 
assign (segid 3A4 
assxgn (segxd 3A4 
assxgn (segxd 3A4 
assxgn (segxd 3A4 
70 assxgn (segxd 3A4 
assign (segxd 3A4 
assxgn 



42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
12 and name CB ) 
42 and name CB ) 
42 and ,name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB } 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 
42 and name CB ) 



(segid 3A4 and resid 332 and name CA ) 10.22 
(segxd 3A4 and resid 333 and name CA ) 13.22 
(segid 3A4 and resid 33b and name CA ) 12. X7 
(segid 3A4 and resid 336 and name CA ) 15 KS 
(segxd 3A4 and resxd 336 and name CB ) 
(segid 3A4 and resid 337 and name CA J 
(segxd 3A4 and resxd 337 and name CB ) 
(segxd 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 338 and name CB ) 
(segid 3A4 and restd 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segxd 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resxd 344 and name CA ) 
(segid 3A4 and resid 344 and name CB > 
(segid 3A4 and resxd 345 and name CA ) 
(segxd 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segxd 3A4 and resxd 347 and name CA ) 
(segxd 3A4 and resxd 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 34 9 and name CA ) 
(segxd 3A4 and resid 34 9 and name CB ) 
(segxd 3A4 and resid 350 and name CA ) 
(segxd 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segxd 3A4 and resid 352 and name CA ) 
(segxd 3A4 and resid 352 and name CB ) 
(segxd 3A4 and resid 353 and name CA ) 
(segxd 3A4 and resid 353 and name CB ) 
(segxd 3A4 and resid 355 and name CB ) 
(segxd 3A4 and resid 356 and name CA ) 
(segxd 3A4 and resid 356 and name CB ) 
(segxd 3A4 and resid 381 and name CA ) 
(segxd 3A4 and resid 382 and name CA ) 
(segxd 3A4 and resid 382 and name CB ) 
(segxd 3A4 and resxd 383 and name CA ) 
and resid 384 and name CA ) 
and resid 384 and name CB ) 
and resid 385 and name CA ) 
and resid 386 and name CA ) 
and reaid 387 and name CA ) 
and resxd 38B and name CA ) 
and resxd 388 and name CB ) 
and resxd 389 and name CA J 
and resxd 389 and name CB ) 
and resid 390 and name CA ) 
and resxd 390 and name CB ) 
and resid 391 and name CA ) 
and resid 391 and name CB ) 
and resxd 392 and name CA ) 
and resid 68 and name CA ) 
and resxd 



and resxd 
and resxd 
and resxd 
and resxd 



42 and name CB 
42 and name N 
42 and name N 
42 and name N 
N 
O 
C 
C 
C 
C 

c 
c 



75 



80 



42 and name 
42 and name 
and resxd 430 and name 
and resxd 430 and name 
and resxd 430 and name 
and resxd 430 and name 
and resxd 430 and name 
(segid 3A4 and resxd 430 and name 
assxgn (segid 3A4 and resid 430 and name CA ) 
assign (segid 3A4 and resid 430 and name CA ) 
assign (segid 3A4 and resid 430 and name CA ) 
assign (segid 3A4 and resxd 430 and name CA ) 
assign (segxd 3A4 and resid 430 and name CA ) 
assign (segid 3A4 and resid 430 and name CA ) 
assign (segid 3A4 and resid 430 and name CA ) 
assign (segid 3A4 and resid 430 and name CA ) 
assign (segid 3A4 and reaid 430 and name CA ) 
assign (segid 3A4 and resid 430 and name CA ) 
assign (segid 3A4 and resid 430 and name CA ) 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 

(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



69 and name CA ) 

70 and name CA ) 



71 and name CA 

72 and name CA 
42 and name C 
42 and name CA 
42 and name CB 
42 and name O 
42 and name CB 

and resxd 430 and name O 
and resxd 431 and name C 



and resxd 
and resid 



12.59 
14.06 
10.89 
9.12 
13.57 
14.78 
13.82 
15.02 
13.92 
12.02 
11.55 
10.62 
7.54 
6.21 
8.28 
9.71 
6.60 
5.70 
9.83 
10.60 
10.74 
11.22 
14.10 
13.15 
12.44 
11.58 
10.53 
14.83 
16.83 
17.26 
15.53 
14.27 
16-86 
17.07 
15.74 
14.82 
12.18 
10.74 
14.67 
14.70 
15.71 
11.04 
9.76 
9.99 
12.38 
12.51 
12.38 
11.59 
13.24 
13.52 
16.26 
16.67 
19.29 
16.48 
16.70 
17.01 
15.47 
16.44 
2.44 
1.45 
2.43 
3.44 
3.34 
1.23 



and resid 431 and name CA ) 



) 
) 
) 
) 
) 
) 

and resxd 431 and name CA ) 
and resxd 431 and name N ) 
and resxd 431 and name O ) 
and resxd 433 and name CA } 
and resxd 434 and name CA ) 
and resxd 435 and name CA ) 
and resid 436 and name CA ) 
and resid 437 and name CA ) 



and resxd 431 and name N 
and resxd 431 and name O 
(segid 3A4 and resxd 433 and name N 
(segid 3A4 and resxd 430 and name C 
(segid 3A4 and resxd 430 and name O 
(segid 3A4 and resxd 431 and name C 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 



3.18 
2.44 
1.34 
3.77 
5.91 
1.52 
2.40 
4.46 
3.81 
2.44 
5.03 
6.93 
9.58 
12.58 
13.71 
16.99 



0.56 
0.51 
0.41 
0.47 
0.48 
0.34 
0-34 
0.22 
0.30 
0.23 
0.24 
0.40 
0.36 
0.36 
0.51 
0.47 
0.49 
0.57 
0.56 
0.66 
0.80 
0.55 
0.40 
0.58 
0.66 
0.58 
0.33 
0.32 
0.47 
0.57 
0.51 
0.47 
0.50 
0-54 
0.62 
1.03 
0.81 
0.79 
0.71 
0.52 
0.53 
0.39 
0.34 
0.33 
0.33 
0.24 
0.82 
0.92 
1.11 
0.52 
0.49 
0.51 
0.56 
0.44 
0.39 
0.51 
1.32 
1.23 
1.25 
1.56 
0.80 
0.04 
0.01 
0.03 
0.10 
0.11 
0.00 
0.17 
0.02 
0.02 
0.22 
0.65 
0-01 
0.01 
0.15 
0.03 
0.03 
0.30 
0-91 
0.79 
0.65 
1.07 
0.89 



0.57 
0.51 
0.41 
0.47 
0.49 
0.33 
0.33 
0.22 
0.30 
0.23 
0.24 
0.40 
0.36 
0.35 
0.51 
0.46 
0.S0 
0.57 
0.55 
0.66 
0.80 
0.55 
0.40 
0.59 
0.65 
0.59 
0.33 
0.32 
0.46 
0.57 
0.51 
0.47 
0.50 
0.53 
0.62 
1.04 
0.81 
0.80 
0.71 
0.51 
0.53 
0.39 
0.34 
0.33 
0.33 
0.24 
0.83 
0.92 
1.10 
0.53 
0.49 
0.50 
0.56 
0.44 
O.40 
0.51 
1.32 
1.24 
1.25 
1.56 
0.79 
0.04 
0.01 
0.03 
0.10 
0.11 
0.00 
0.17 
0.03 
0.01 
0.21 
0.64 
0.01 
0.01 
0.15 
0.04 
0.04 
0.31 
0.91 
0.79 
0.66 
1-07 
0.88 
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assign (segid 3A4 and resid 430 and name H 
assign (segid 3A4 and res id 430 and name N 
assign (segid 3A4 and tesid 430 and name N 
assign (segid 3A4 and resid 430 and name N 
5 assign (segid 3A4 and resid 430 and name N 
assign (segid 3A4 and lesid 430 and name N 
assign (segid 3A4 and resid 430 and name N 
assign (segid 3A4 and resid 430 and name N 
assign (segid 3A4 and resid 430 and name O 
10 assign (segid 3A4 and resid 430 and name O 
assign (segid 3A4 and resid 430 and name O 
assign (segid 3A4 and resid 430 and name O 
assign (segid 3A4 and resid 430 and name O 
assign (segid 3A4 and resid 431 and name C 
15 assign (segid 3A4 and resid 431 and name C 
assign (segid 3A4 and resid 431 and name C 
assign (segid 3A4 and resid 431 and name C 
assign (segid 3A4 and resid 431 and name C 
assign (segid 3A4 and resid 431 and name C 
20 assign (segid 3A4 and resid 431 and name CA ) 
assign (segid 3A4 and resid 431 and name CA ) 
assign (segid 3A4 and resid 431 and name CA ) 
assign (segid 3A4 and resid 431 and name CA ) 
assign (segid 3A4 and resid 431 and name CA ) 
25 assign (segid 3A4 and resid 431 and name CA ) 
assign (segid 3A4 and resid 431 and name CA ) 
assign (segid 3A4 and resid 431 and name CA ) 



(segid 3A4 and resid 430 and name C ) 
(segid 3A1 and resid 430 and name CA ) 
(segid 3A4 and resid 430 and name O ) 
(segid 3A4 and resid 4 31 and name C ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 431 and name K ) 
(segid 3A4 and resid 431 and name O ) 
(segid 3A4 and resid 433 and name N ) 
(segid 3A4 and resid 431 and name C ) 
(segid 3A4 and resid 431 and name CA ) 



(segid 3A4 and resid 431 and name N 
(segid 3A4 and resid 431 and name O 
(segid 3A4 and resid 433 and name N 
(segid 3A4 and resid 431 and name O 
(segid 3A4 and resid 433 and name C 



^eyj.u Jni - 

( segid 3A4 and resid 433 and name CA ) 



aaaiyn \=cvjj.u *m — — --- , 

assign (segid 3A4 and resid 431 and name n 
assign (segid 3A4 and resid 431 and name N 
30 assign (segid 3A4 and resid 431 and name M 
assign (segid 3A4 and resid 431 .and name N 
assign (segid 3A4 and resid 431 and name N 
assign (segid 3A4 and resid 431 and name N 
assign (segid 3A4 and resid 431 and name O 
35 assign (segid 3A4 and resid 431 and name 
assign (segid 3A4 and resid 431 and name 
assign (segid 3A4 and resid 431 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
40 assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
45 assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA J 
50 assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA ) 
55 assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA ) 
assign (segid 3A4 and resid 433 and name CA ) 



O 
O 
O 
C 
C 
C 
C 

! C 

C 

c 
c 
c 
c 



^acy*u ~" » 

(segid 3A4 and resid 433 and name H 
(segid 3A4 and resid 433 and name 0 
(segad 3A4 and resid 434 and name N 
(segid 3A4 and resid 431 and name C 
(segid 3A4 and resid 431 and name O 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 433 and name N ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 436 and name CA ) 
I segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 431 and name C ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 431 and name O ) 
(segid 3A4 and tesid 433 and name C ) 
(segid 3A4 and resid 433 and name CA ) 



\ -acyxu -»*-»-» «-»»»— - w 

(segid 3A4 and resid 433 and name N 

(segid 3A4 and resid 433 and name C , 

(segid 3A4 and resid 433 and name CA ) 

(segid 3A4 and resid 433 and name N ) 

(segid 3A4 and resid 433 and name 0 ) 

(segid 3A4 and resid 433 and name O ) 
(segid 3A4 and resid 434 and name C 



(segid 3A4 and resid 434 and name CA ) 



(segid 3A4 and resid 434 and name N 
(segid 3A4 and resid 434 and name O 
(segid 3A4 and resid 435 and name C 



2.41 
1.46 
3.19 
4.75 
4.37 
3.05 
5.29 
6.01 
3.34 
2.77 
2.24 
3.68 
6.08 
1.22 
6.40 
5.39 
4.18 
6.64 
7.26 
1.53 
2.38 
6.61 
5.51 
9.56 
12.89 
14.25 
17.66 
2.41 
1.46 
3.23 
7.59 
6.51 
5.63 
6.44 
5.40 
4.21 
6.65 
1.23 
3.56 
2.43 
1.33 
3.84 
6.64 



0.06 
0.02 
0.34 
0.13 
0.23 
0.32 
0.42 
0.89 
0.29 
0.03 



(segid 3A4 and resid 435 and name CA ) 



assign ibcijiu an\i - 

60 assign (segid 3A4 and resid 433 and name N 
assign (segid 3A4 and resid 433 and name M 
assign (segid 3A4 and resid 433 and name N 
assign (segid 3A4 and resid 433 and name N 
assign (segid 3A4 and resid 433 and name N 
65 assign (segid 3A4 and resid 433 and name N 
assign (segid 3A4 and resid 433 and name » 
assign (segid 3A4 and resid 433 and name N 
assign (segid 3A4 and resid 433 and name ** 
assign (segid 3A4 and resid 433 and name 
70 assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 433 and name 
75 assign (segid 3A4 and resid 433 and name 
assign (segid 3A4 and resid 434 and name 
assign (segid 3A4 and resid 434 and name 
assign (segid 3A4 and resid 434 and name 
assign (segid 3A4 and resid 134 and name 
80 assign (segid 3A4 and resid 434 and name 
assign (segid 3A4 and resid 434 and name - 
assign (segid 3A4 and resid 434 and name C 
assign (segid 3A4 and resid 434 and name C 



(segid 3A4 and resid 435 and name N 
(segid 3A4 and resid 435 and name O 
(segid 3A4 and resid 436 and name H 
(segid 3A4 and resid 433 and name C 
(segid 3A4 and resid 433 and name O 
(segid 3A4 and resid 434 and name C 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name N ) 
(segid 3A4 and resid 434 and name O ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 438 end name CA ) 
(segid 3A4 and resid 439 and name CA > 
) (segid 3A4 and resid 433 and name C ) 
) (segid 3A4 and resid 433 and name CA ) 
) (segid 3A4 and resid 433 and name O ) 
) (segid 3A4 and resid 434 and name C ) 
) (segid 3A4 and resid 434 and name CA ) 
) (segid 3A4 and resid 434 and name N ) 
) (segid 3A4 and resid 434 and name O ) 
) (segid 3A4 and resid 435 and name N ) 
) (segid 3A4 and resid 434 and name C ) 
) (segid 3A4 and resid 434 and name CA ) 
) (segid 3A4 and resid 434 and name N ) 
) (segid 3A4 and resid 434 and name O ) 
) (segid 3A4 and resid 435 and name C ) 
) (segid 3A4 and resid 435 and name CA } 
) (segid 3A4 and resid 435 and name N ) 
) (segid 3A4 and resid 435 and name O } 
) (segid 3A4 and resid 434 and name O ) 
) (segid 3A4 and resid 435 and name C ) 
) (segid 3A4 and resid 435 and name CA ) 
) (segid 3A4 and resid 435 and name H ) 
) (segid 3A4 and resid 435 and name 0 ) 
) (segid 3A4 and resid 436 and name C > 
) (segid 3A4 and resid 436 and name CA ) 
) (segid 3A4 and resid 436 and name N ) 



5.89 
4.62 
6.84 
7.38 
1.53 
2.40 
4.75 
3.81 
2.44 
4.72 
7.08 
5.92 
9.39 
12.58 
14.05 
17.69 
2-41 
1.46 
2.74 
5.89 
4.75 
3.52 
5.99 
6.99 
3.98 
2.75 
2.24 
4.53 
6.86 
6.14 
4.80 
6.91 
1.24 
3.31 
2.45 
1.33 
3.75 
6.37 
5.34 
4.13 



0.05 
0.01 
0.34 
0.13 
0.23 
0.32 
0.42 
0.88 
0.29 
0.04 
0.02 
0.30 
0.85 
0.01 
0.27 
0.24 
0.19 
0.23 
0.40 
0.01 
0.02 
0.23 
0.19 
0.43 
0.71 
0.96 
0.77 
0.04 
0.01 
0.25 
0.22 
0.37 
0.34 
0.50 
0.53 
0.39 
0.34 
0.00 
0.15 
0.01 
0.01 
0.23 
0.35 
0.24 
0.18 
0.49 
0.38 
0.02 
0.03 
0.11 
0.02 
0.03 
0.21 
0.23 
0.15 
0.61 
0.44 
0.60 
0.57 
0.04 
0.01 
0.06 
0.16 
0.08 
0.08 
0.22 
0.19 
0.25 
0.02 
0.01 
0.33 
0.48 
0.39 
0.30 
0.63 
0.01 
0.13 
0.01 
0.01 
0.28 
0.23 
0.18 
0.15 



02 
30 
,85 
.01 
.27 
.24 
0.20 
0.22 
0.40 
0.01 
0.02 
0.23 
0.19 
0.43 
0.72 
0.97 
0.77 
0.04 
0.00 
0.24 
0.22 
0.37 
0.33 
0.50 
0.53 
0.38 
0.35 
0.01 
0.14 
0.01 
0.00 
0.22 
0.36 
0.25 
0.19 

o.so 

0.39 
0.01 
0.02 
0.12 
0.02 
0.02 
0.20 
0.23 
0.16 
0.61 
0.44 
0.60 
0.57 
0.04 
0.02 
0.06 
0.15 
0.08 
0.08 
0.21 
0.20 
0.25 
0.02 
0.02 
0.33 
0.48 
0.39 
0.30 
0.63 
0.00 
0.13 
0.02 
0.01 
0.28 
0.23 
0.17 
0.16 



613 



10 



assign (segid 3A4 and resid 434 and name C 
assign <segjd 3A4 and resid 434 and name C j 
assign Isegid 3A4 and lesid 434 and name CA ) 
assign (segid 3A4 and resid 434 and name CA ) 
assign Isegid 3A4 and resid 434 and name CA 
assign (segid 3A4 and resid 434 and name CA ) 
assign Oegid 3A4 and resid 434 and name CA ) 
assign Isegid 3A4 and resid 434 and name CA 
assign (segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name CA I 
(segid 3A4 and resid 434 and name CA ) 
isegid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 



assign 
assign 
assign 
assign 
assign 



assign vaeyxu ->"-» - — — — — - — . 

15 assign (segid 3A4 and resid 434 and name CA > 



assign laeyau jrv» -~ — - 

assign (segid 3A4 and resid 434 and name N 
assign (segid 3A4 and resid 434 and name N 
assign (segid 3A4 and resid 434 and name N 
assign (segid 3A4 and resid 434 and name N 
20 assign (segid 3A4 and resid 434 and name N 
assign (segid 3A4 and resid 434 and name M 
assign (segid 3A4 and resid 434 and name N 
assign (segid 3A4 and resid 434 and name N 
assign (segid 3A4 and resid 434 and name N 
25 assign (segid 3A4 and resid 434 and name 0 
assign (segid 3A4 and resid 434 and name 0 
assign (segid 3A4 end resid 434 and name O 
assign (segid 3A4 and resid 434 and name 0 
assign (segid 3A4 and resid 434 and name O 
30 assign (segid 3A4 and resid 434 and name O 
assign (segid 3A4 and resid 434 and name 0 
assign (segid 3A4 and resid 434 and name 0 
assign (segid 3A4 and resid 435 and name C 
assign (segid 3A4 and resid 435 and name C 
35 assign (segid 3A4 and resid 435 and name C 
assign (segid 3A4 and resid 435 and name C 
assign (segid 3A4 and resid 4 35 and name C 
assign (segid 3A4 and resid 435 and name C 
assign (segid 3A4 and resid 435 and name C 
40 assign (segid 3A4 and resid 435 and name C 
assign (segid 3A4 and resid 435 and name C 
assign (segid 3A4 and resid 435 and name C 
assign (segid 3A4 and resid 435 and name C 
assign (segid 3A4 and resid 435 and name CA ) 
45 assign (segid 3A4 and resid 435 and name CA ) 
assign (segid 3A4 and resid 435 and name CA ) 
assign (segid 3A4 and resid 435 and name CA ) 
assign (segid 3A4 and resid 435 and name CA ) 
assign (segid 3A4 and resid 435 and name CA ) 
50 assign (segid 3A4 and resid 435 and name CA ) 
assign (segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 



6.94 
6.89 
1.53 
2.39 
4.58 
3.83 
2.45 
4.75 
7 ,58 
6.55 
5.48 
9.32 
10.61 
14.25 
16.34 
2.15 
1.46 
2.70 
5.65 
4.88 
3.65 



55 



60 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



65 



70 



75 



80 



«•""- - - — — — 

(segid 3A4 and lesid 435 and name N 
(segid 3A4 and resid 435 and name N 
(segid 3A4 and resid 435 and name H 
assign (segid 3A4 and resid 435 and name N 
assign (segid 3A4 and resid 435 and name N 
assign (segid 3A4 and resid 435 and name N 
assign (segid 3A4 and resid 435 and name N 
assign (segid 3A4 and resid 435 and name N 
assign (segid 3A4 and resid 435 and name O 
assign (segid 3A4 and resid 435 and name O 
assign (segid 3A4 and resid 435 and name O 
assign (segid 3A4 and resid 435 and name O 
assign (segid 3A4 and resid 435 and name O 
assign (segid 3A4 and resid 435 and name O 
(segid 3A4 and resid 43S and name O 
(segid 3A4 and tesid 435 and name O 
(segid 3A4 and resid 435 and name O 
(segid 3A4 and resid 435 and name O 
(segid 3A4 and resid 436 and name C 
(segid 3A4 and resid 436 and name c 
(segid 3A4 and resid 436 and name C 
(segid 3A4 and resid 436 and name C 
(%egid 3A4 and resid 436 and name C 
(segid 3A4 and resid 436 and .name C 
(segid 3A4 and resid 436 and name C 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 436 and name O 
(segid 3A4 and resid 437 and name N 
(segid 3A4 and lesid 434 and name C 
(segid 3A4 and resid 434 and name O 
(segid 3A4 and resid 435 and name C 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 435 and name O ) 
(segid 3A4 and resid 436 and name C ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 436 and name H ) 
(segid 3A4 and re3id 437 and name CA > 
(segid 3A4 and resid 43B and name CA ) 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 4 40 and name CA ) 
(segid 3A4 and resid 434 and name C ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 434 and name O ) 
(segid 3A4 and lesid 43S and name C ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 435 and name O ) 
(segid 3A4 and resid 436 and name CA > 
(segid 3A4 and resid 436 and name N ) 
(segid 3A4 and resid 435 and name C J 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name N ) 
(segid 3A4 and resid 435 and name 0 ) 
(segid 3A4 and resid 436 and name C ) 
(segid 3A4 and resid 436 and name CA > 
(segid 3A4 and resid 436 and name N ) 
(segid 3A4 and resid 437 and name N ) 
(segid 3A4 and resid 435 and name O ) 
(segid 3A4 and resid 436 and name C ) 
(segid 3A4 and lesid 436 and name CA ) 
(segid 3A4 and resid 436 and name N ) 
(segid 3A4 and resid 436 and name O ) 
(segid 3A4 and resid 437 and name C > 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 437 and name N ) 
(segid 3A4 and resid 437 and name O ) 
(segid 3A4 and resid 438 and name CA > 
(segid 3A4 and resid 438 and name N ) 
(segid 3A4 and resid 435 and name C ) 
(segid 3A4 and resid 435 and name O ) 
(segid 3A4 and resid 436 and name C ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 436 and name H ) 
(segid 3A4 and resid 436 and name O ) 
(segid 3A4 and resid 437 and name C ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 437 and name N ) 
(segid 3A4 and resid 437 and name O ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name N > 
(segid 3A4 and resid 439 and name CA ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 435 and name C ) 
(segid 3A4 and resid 435 and name CA ) 
(segid 3A4 and resid 435 and name O ) 
(segid 3A4 and resid 436 and name C ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 436 and name N J 
(segid 3A4 and resid 436 and name 0 ) 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 437 and name H ) 
(segid 3A4 and resid 436 and name C ) 
(segid 3A4 and resid 436 and name CA ) 
(segid 3A4 and resid 436 and name N ) 
(segid 3A4 and resid 436 and name O ) 
(segid 3A4 and resid 437 and name C ) 
(segid 3A4 and resid 437 and name CA > 
(segid 3A4 and resid 437 and name N ) 
(segid 3A4 and resid 437 and name O ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name N > 
(segid 3A4 and resid 436 and name O ) 
(segid 3A4 and resid 437 and name C > 
(segid 3A4 end resid 437 and name CA ) 
(segid 3A4 and rosid 437 and name N ) 
(segid 3A4 and resid 437 and name O ) 
(segid 3A4 and resid 438 and name C ) 
(segid 3A4 and resid 438 and name CA ) 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 



93 
41 
36 
53 
,78 
.25 
.19 
6.38 
5.24 
4.04 
6.87 
1.24 
3.18 
2.44 
1.32 
3.78 
5.34 
4.94 
3.74 
5.52 
6.68 
5.86 
1.52 
2.40 
4.52 
3.81 
2.44 
5.10 
6.10 
6.00 
4.89 
6.10 
7.11 
6.54 
10.81 
13.09 
2.46 
1.47 
2.68 
5.60 
4.77 
3.52 
6.10 
7.19 
6.09 
3.25 
2.76 
2.24 
3.66 
5.44 
4.95 
3.88 
5.82 
6.71 
5.82 
1.23 
3.50 
2.44 
1.32 
4.05 
6.68 
5.54 



0.61 
0.15 
0.01 
0.02 
0.07 
0.04 
0.07 
0.21 
0.22 
0.18 
0.15 
0.11 
0.b3 
0.61 
0.55 
0.02 
0.01 
0.07 
0.15 
0.05 
0.05 
0.28 
0.29 
0.25 
0.34 
0.04 
0.02 
0.53 
0.45 
0.45 
0.37 
0.29 
0.02 
0.12 
0.01 
0.01 
0.46 
0.32 
0.14 
0.22 
0.59 
0.61 
0.55 
0.00 
0.01 
0.08 
0.01 
0.03 
0.54 
0.49 
0.28 
0.36 
0.89 
0.69 
0.55 
0.60 
0.52 
0.06 
0.02 
0.12 
0.14 
0.09 
0.08 
0.56 
0.15 
0.25 
0.23 
0.05 
0.03 
0.48 
0.42 
0.29 
0.27 
0.43 
0.87 
0.81 
0.00 
0.12 
0.02 
0.01 
0.16 
0.37 
0.36 



0.61 
0.15 
0.00 
0.02 
0.07 
0.04 
0.07 
0.22 
0.23 
0.18 
0.15 
0.12 
0.62 
0.61 
0.55 
0.03 
0.02 
0.07 
0.14 
0.06 
0.05 
0.28 
0.29 
0.24 
0.35 
0.04 
0.01 
0.52 
0.44 
0.45 
0.37 
0.29 
0.01 
0.11 
0-02 
0.02 
0.47 
0.31 
0.15 
0.23 
0.59 
0.61 
0.54 
0.00 
0.01 
0.08 
0.02 
0.02 
0.54 
0.50 
0.28 
0.36 
0.89 
0.68 
0.55 
0.60 
0.53 
0.06 
0.02 
0.12 
0.14 
0.09 
0.09 
0.57 
0.16 
0.24 
0.23 
0.05 
0.02 
0 
0 
0 
0 
0 
0 
0 



49 
42 
28 
,27 
.42 
.86 
.80 
0.01 
0.12 
0.01 
0.01 
0.16 
0.37 
0.36 



614 



assign 
assign 
assign 
assign 



(segxd 3A4 and resxd 436 and name C 
(segxd 3A4 and resxd 436 and name C 
(segid 3A4 and resxd 436 and name C 
(segid 3A4 and resxd 436 and name CA 



(segxd 3A4 and res id 438 and name N 
(segxd 3A4 and iesid 438 and name O 
(segxd 3A4 and resid 439 and name N 
(segid 3A4 and resxd 436 and name C 
(segxd 3A4 and resid 436 and name O 



10 



15 



) 
) 
) 

assxgn Iselxd Si and resid 4^36 and name CA ) jsegxu ~- ~ ^ p 

assign (segxd 3A4 and resxd 436 and name CA segxd 3A4 ^ ^ ^ ) 

assxgn (segid 3A4 and resxd 436 and name CA segxd 3M ^ H | 

assxgn (segxd 3A4 and resxd 436 and name CA segxd 3A4 437 and narae 0 ) 

assxgn (segxd 3A4 and resxd 436 and name CA segxd *w ^ ^ ^ , 

assxgn (segxd 3A4 and resid 436 and name CA segxd w name M , 

assxgn (segxd 3A4 and resid 436 and name CA segxd 3A4 ^ ^ ^ ) 

assxgn (segxd 3A4 and resid 436 and name CA ) segid JAQ an ^ 

assign (segxd 3A4 and resid 436 and name CA segxd 3A4 and res^ ^ name 



20 



25 



30 



35 



assxgn isegio jn* a»»« — - 

assign (segxd 3A4 and resid 436 and name H 
assign (segxd 3A4 and resxd 436 and name N 
assxgn (segxd 3A4 and resxd 436 and narae N 
assign (segxd 3A4 and resxd 436 and name N 
assxgn (segxd 3A4 and resxd 436 and name N 
assxgn (segid 3A4 and resxd 436 and name M 
assxgn (segxd 3A4 and resxd 436 and name N 
assign (segxd 3A4 and resxd 436 and name N 
assxgn (segxd 3A4 and resxd 436 and name N 
assxgn (segid 3A4 and resid 436 and name O 
(segid 3A4 and resxd 436 and name 0 
(segid 3A4 and resid 436 and name O 
(segid 3A4 and resid 436 and name O 
(seqid 3A4 and resxd 436 and name O 
(segid 3A4 and resxd 436 and name O 
(segxd 3A4 and resid 436 and name O 
(segxd 3A4 and resid 431 and name C 
(segid 3A4 and resid 437 and name C 
(segxd 3A4 and resid 437 and name C 
(segxd 3A4 and resid 437 and name C 
(segxd 3A4 and resid 437 and name C 
(segxd 3A4 and resid 437 and name C 
(segxd 3A4 and resid 437 and name C 
(segxd 3A4 and resid 437 and name C 
(segxd 3A4 and resid 437 and name C 
(segid 3A4 and resid 437 and name CA 



assxgn 
assign 
assign 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 
assign 
assign 
assign 
assxgn 
assign 



(segid 3A4 and resid 436 and name C ) 
(segid 3A4 and resid 436 and name CA > 
(segxd 3A4 and resid 436 and name O ) 
(segid 3A4 and resid 437 and name C ) 
(segxd 3A4 and resid 437 and narae CA ) 
(segid 3A4 and xesxd 437 and name N ) 
(segxd 3A4 and resid 437 and name O ) 
(segid 3A4 and resid 438 and name CA ) 
(segxd 3A4 and resxd 438 and name N > 
(segxd 3A4 and resid 437 and name C ) 
(segid 3A4 and resid 437 and name CA ) 
(segxd 3A4 and resxd 437 and name N ) 
(segxd 3A4 and resxd 437 and name O ) 
(segid 3A4 and resid 438 and name C 1 
(segxd 3A4 and resxd 438 and name CA > 
(segxd 3A4 and resid 438 and name N ) 
(segxd 3A4 and resid 437 and name O ) 
I segxd 3A4 and resid 438 and name C ) 
(segxd 3A4 and resid 438 and name CA ) 
(segxd 3A4 and resid 438 and name N ) 
(segid 3A4 and re3id 438 and name O ) 
(segid 3A4 and resid 439 and name C ) 
(segid 3A4 and resid 439 and name CA ) 



40 assign (segxd 3A4 and resid 437 and name CA 
assign (segid 3A4 and resid 437 and name CA 
assign (segid 3A4 and resid 437 and narae CA ) 
assign (segid 3A4 and resid 437 and name CA 
assign (segxd 3A4 and resid 437 and narae CA J 
(segid 3A4 and resid 437 and name CA ) 
(segid 3A4 and resid 437 and name CA ) 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assxgn 
assign 
assxgn 
assxgn 
assxgn 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 



(segid 3A4 and resid 437 and name CA 
(segid 3A4 and resid 437 and name N 
(segid 3A4 and resid 437 and name M 
assign (segid 3A4 and resxd 437 and narae M 
assign (segxd 3A4 and resxd 437 and narae N 
assxgn (segxd 3A4 and resxd 437 and name N 
(segxd 3A4 and resxd 437 and name N 
(segxd 3A4 and resxd 437 and name N 
(segid 3A4 and resid 437 and name N 
(segid 3A4 and resxd 437 and name O 
(segxd 3A4 and resxd 437 and name 0 
(segxd 3A4 and resid 437 and name O 
(seqxd 3A4 and resxd 437 and name O 
(segid 3A4 and resid 437 and name O 
(segid 3A4 and resid 437 and name O 
and resxd 437 and name O 
and resid 4 37 and name O 
^seijiu jj-v* and resxd 438 and name C 
(segxd 3A4 and resid 438 and name C 
(segxd 3A4 and resxd 438 and name C 
(segxd 3A4 and resid 438 and name C 
(segxd 3A4 and resxd 438 and name C 
(segxd 3A4 and resxd 438 and name C 
(segxd 3A4 and resxd 438 and name C 
(segxd 3A4 and resid 438 and name C 
(segxd 3A4 and resxd 438 and name C 
(segid 3A4 and resid 438 and narae CA ) 
(segxd 3A4 and resid 438 and name CA ) 
(segxd 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(3ogxd 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A1 and resid 138 and name N > 
(segid 3A4 and resid 438 and name N ) 
(segid 3A4 and resid 438 and name N ) 



assign 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 



(segid 3A4 and resid 439 and name N 
(segxd 3A4 and resid 439 and name O 
(segxd 3A4 and resid 437 and name C 
(segxd 3A4 and resid 437 and name O 
(segxd 3A4 and resid 438 and name C 
(segxd 3A4 and resxd 438 and name CA ) 
(segxd 3A4 and resid 438 and narae N ) 
(segid 3A4 and resxd 438 and name O ) 
(segxd 3A4 and resid 439 and name CA ) 
(segxd 3A4 and resid 439 and narae N ) 
(segxd 3A4 and resid 440 and name CA ) 
(segxd 3A4 and xesxd 437 and name C ) 
(segid 3A4 and resid 437 and name CA ) 
(segxd 3A4 and resid 437 and name O ) 
(segid 3A4 and resid 438 and name C ) 
(segid 3A4 and resid 438 and name CA ) 
(segid 3A4 and resid 438 and name N ) 
(segxd 3A4 and resxd 438 and name 0 ) 
(segxd 3A4 and resxd 439 and name N ) 
(segxd 3A4 and resxd 438 and name C ) 
(segxd 3A4 and resxd 438 and name CA ) 
(segid 3A4 and resid 438 and name N ) 
(segxd 3A4 and resid 438 and name O ) 
(segxd 3A4 and resid 439 and name C ) 
(segid 3A4 and resid 439 and name CA > 
(segxd 3A4 and resid 439 and name N ) 
(segxd 3A4 and resid 439 and name 0 ) 
(segid 3A4 and resid 438 and name O ) 
! and resid 439 and name C ) 

and resxd 439 and name CA ) 
and resxd 439 and name N ) 
and resxd 439 and name O ) 
and resxd 440 and name C ) 
and resxd 440 and name CA ) 



(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



(SCgiu jni o<iu »■ — - — 

(segxd 3A4 and resxd 440 and name N 
(segid 3A4 and resxd 440 and name O ) 
(segxd 3A4 and resxd 438 and name C ) 
(segid 3A4 and resxd 438 and name O ) 
(segxd 3A4 and resxd 439 and name C ) 
[segid 3A4 and resid 439 and narae CA ) 
(segid 3*4 and resid 439 and narae N ) 
(segid 3A4 and resid 439 and name O ) 
(segid 3A4 and xesxd 440 and name CA ) 
(seiid 3AI and resid 440 and name N ) 
(segid 3A4 and resxd 438 and name C ) 
(segxd 3A4 and resxd 438 and name CA ) 
(segid 3A4 and resid 438 and name O ) 



4.28 
7.07 
7.44 
1.53 
2.41 
4.72 
3.82 
2.44 
5.03 
6.67 
5.52 
9.99 
12.98 
2.46 
1.46 
3.27 
4.98 
4.43 
3.07 
5.11 
6.64 
5.71 
3.87 
2.74 
2.22 
4.61 
6.76 
5.75 
4.44 
1.24 
3.48 
2.41 
1.33 
4.16 
6.48 
5.43 
4.10 
6.69 
1.51 
2.39 
4.68 
3.78 
2.43 
5.16 
6.50 
5.31 
9.79 
2.43 
1.46 
2.90 
5.76 
4.64 
3.39 
6.24 
6.45 
3.88 
2.73 
2.24 
4.75 
6.58 
5.63 
4.26 
6.59 
1.23 
3.23 
2.45 
1.34 
3.67 
6.44 
5.19 
4.02 
6.57 
1,53 
2.40 
4.53 
3.83 
2.45 
4.69 
6.45 
5.41 
2.42 
1.45 
2.98 



0.36 
0.50 
0.29 
0.01 
0.01 
0.06 
0.O2 
0.02 
0.32 
0.35 
0.36 
0.31 
0.22 
0.04 
0.01 
0.33 
0.24 
0.21 
0.28 
0.58 
0.33 
0.35 
0.27 
0.04 
0.02 
0.24 
0.46 
0.53 
0.44 
0.01 
0.18 
0.02 
0.02 
0.27 
0.24 
0.28 
0.25 
0.23 
0.01 
0.02 
0.13 
0.02 
0.02 
0.29 
0.27 
0.25 
0.24 
0.03 
0.01 
0.27 
0.28 
0.17 
0.23 
0.45 
0.26 
0.32 
0.03 
0.01 
0.37 
0.48 
0.53 
0.44 
0.46 
0.00 
0.13 
0.01 
0.01 
0.09 
0.22 
0.26 
0.25 
0.20 
0.01 
0.02 
0.06 
0.01 
0.03 
0.06 
0.19 
0.19 
0.05 
0.01 
0.14 



0.36 
0.50 
0.29 
0.00 
0.01 
0.07 
0.02 
0.03 
0.32 
0.34 
0-37 
0.31 
0.22 
0.04 
0.01 
0.33 
0.24 
0.20 
0.29 
0.59 
0.34 
0.35 
0.27 
0.03 
0.02 
0.24 
0.47 
0.52 
0.44 
0.00 
0.18 
0.02 
0.01 
0.28 
0.24 
0.28 
0.25 
0.23 
0.01 
0.01 
0.14 
0.02 
0.01 
0.28 
0.28 
0.25 
0.25 
0.02 
0.02 
0.27 
0.28 
0.16 
0.23 
0.44 
0.26 
0.31 
0.02 
0.01 
0.37 
0.48 
0.53 
0.44 
0.47 
0.00 
0.13 
0.01 
0.00 
0.09 
0.23 
0.26 
0.25 
0.19 
0.02 
0.02 
0.07 
0.02 
0.02 
0.05 
0.20 
0.20 
0.05 
0.01 
0.15 



615 



assign (segid 3A4 and resid 438 and name M 
assxgn (segid 3A4 and resxd 438 and name N 
assign (segid 3A4 and resxd 438 and name N 
assign (segid 3A4 and resid 438 and name N 
5 assign (segid 3A4 and resid 438 and name N 
assign (segid 3A4 and resid 438 and name N 
assign (segid 3A4 and resid 4 38 and name O 
assign (segid 3A4 and resid 438 and name O 
assign (segid 3A4 and resid 438 and name O 
10 assign (segid 3A4 and reaid 43B and name o 
assign (segid 3A4 and resid 438 and name 
assign (segid 3A4 and resid 438 and name 
assign (segid 3A4 and resid 438 and name 
assign (segid 3A4 and resid 438 and name 
15 assign (segid 3A4 and resid 439 and name 
assign (segid 3A4 and resid 439 and name 
assign (segid 3A4 and resid 439 and name 
assign (segid 3A4 and resid 439 and name 
assign (segid 3A4 and resid 439 and name 
20 assign (segid 3A4 and resid 439 and name CA ) 
assign (segid 3A4 and resid 439 and name CA 
assign (segid 3A4 and resid 439 and name CA ) 
assign (segid 3A4 and resid 439 and name CA 
assign (segid 3A4 and resid 439 and name CA ) 



(segid 3A4 and resid 439 and name C ) 
(segid 3A1 and resid 439 and name CA ) 
(segid 3A1 and resid 439 and name N ) 
(segid 3A4 and resid 439 and name 0 ) 
(segid 3A4 and resid 440 and name CA ) 



25 assign (segid 3A4 and resid 439 and name CA 
assign (segid 3A4 and resid 439 and name H 
assign (segid 3A4 and resid 439 and name N 
assign (segid 3A4 and resid 439 and name N 
assign (segid 3A4 and lesid 439 and name N 
30 assign (segid 3A4 and resid 439 and name N 
assign (segid 3A4 and resid 439 and name N 
assign (segid 3A4 and resid 439 and name N 
assign (segid 3A4 and resid 439 and name O 
assign (segid 3A4 and resid 439 and name O 
35 assign (segid 3A4 and resid 439 and name O 
assign (segid 3A4 and resid 439 and name O 
assign (segid 3A4 and resid 440 and name C 



assign isegia jn* «n« ^- : 

assign ( segid 3A4 and resid 440 and name CA | 



40 



assign lsegxu ->■«.•* "-^ . . Z 

assign (segid 3A4 and resid 440 and name CA 

assign (segid 3A4 and resid 140 and name N 

assign (segid 3A4 and resid 440 and name N 



* w J — 

assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn Isegxd 3A4 and resid 
assxgn (segid 3A4 and resid 
80 assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



440 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name C 
54 and name C 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 



(segxa - 

(segid 3A4 and resxd 440 and name N 
(segid 3A4 and resid 439 and name C 
(segid 3A4 and resid 439 and name CA 
(segid 3A4 and resid 439 and name N 
(segid 3A4 and resid 439 and name O 
(segid 3A4 and resid 440 and name C 
(segid 3A4 and resid 440 and name CA > 
(segid 3A4 and resid 4 40 and name N ) 
(segid 3A4 and resid 440 and name O ) 
(segid 3A4 and resid 439 and name O > 
(segid 3A4 and resid 440 and name C ) 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 440 and name N 1 
(segid 3A4 and resid 440 and name O 
(segid 3A4 and resxd 439 and name C 
(segid 3A4 and resid 439 and name O 
(segid 3A4 and resid 440 and name C 
(segid 3A4 and resid 4 40 and name CA 
(segid 3A4 and resid 440 and name N 
) (segid 3A4 and resid 440 and name O 
) (segid 3A4 and resid 439 and name C 
) (segid 3A4 and resid 439 and name CA 
) (segid 3A4 and resid 439 and name O 
) (segid 3A4 and resid 440 and name C 
) (segid 3A4 and resid 440 and name CA 
) (segid 3A4 and resid 440 and name N 
) (segid 3A4 and resid 440 and name O 
) (segid 3A4 and resid 440 and name C 
) (segid 3A4 and tesid 440 and name CA 
) (segid 3A4 and resid 440 and name N 
) (segid 3A4 and resid 440 and name O 
) (segid 3A4 and resid 4 40 and name O 
(segid 3A4 and resxd 4 40 and name C 
(segxd 3A4 and resxd 440 and name O 
(segxd 3A4 and resxd 440 and name C 
(segid 3A4 and resid 440 and name CA ) 
(segid 3A4 and resid 440 and name O ) 
(segid 3A4 and resid 54 and name CB ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
I segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 161 and name CA ) 
(segxd 3A4 and resxd 161 and name CB ) 
(segxd 3A4 and resid 187 and name CB ) 
(segxd 3A4 and resxd 322 and name CA ) 
(segxd 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segxd 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 end resid 54 and name " • 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 



54 and name O ) 

55 and name C ) 
55 and name CA ) 



55 and name CB 
55 and name N 

55 and name O 

56 and name C 
56 and name CA 
56 and name CB 
56 and name N 

56 and name O 

57 and name C 
57 and name CA 

57 and name N 

58 and name C 
58 and name CA 
58 and name N 
58 and name O 



CA ) 



54 and 



54 ana name i - - 

54 and name CA ) (segxd 3A4 and resid 



54 and name CA ) 

54 and name CA ) 

54 and name CA ) 

54 and name CA ) 

54 arid name CA ) 

54 and name CA ) 

54 and name CA J 

54 and name CA ) 

54 and name CA 1 



(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 end resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



54 and name O ) 

55 and name C ) 
55 and name CA ) 
55 and name CB ) 
55 and name N ) 

55 and name O ) 

56 and name C ) 
56 and name CA ) 
56 and name CB ) 

56 and name N ) 

57 and name CA ) 



5. 58 
1.60 
3.30 
5.89 
7.57 
6.41 
3.42 
2.78 
2.25 
4.12 
6.15 
4.98 
3.83 
6.17 
1.23 
3.55 
2.42 
1.32 
3.83 
1.51 
2.39 
4.74 
3.79 
2.43 
4.71 
2.44 
1.47 
2.83 
5.91 
4.73 
3.50 
6.02 
3.97 
2.74 
2.23 
4.53 
1.23 
1.53 
2.40 
2.44 
1.45 
2.69 
2.49 
1.23 
3.11 
2.43 
3.65 

I. 33 
3.89 
4.87 
4.66 
5.28 
3.45 
5.89 
5.33 
5.02 
4.24 
6.49 
5.45 
4.58 
7.43 

14.55 
15.30 
16.37 
14.14 

II. 60 
13.58 
12.91 
12-10 
13.29 

1.52 
1.52 
2.39 
4.52 
3.81 
4.82 
2.44 
5.36 
5.94 
5.73 
6.03 
4.61 
5.80 



0.13 
0.11 
0.14 
0.05 
0.25 
0.25 
0.28 
0.03 
0.02 
0.25 
0.44 
0.52 
0.45 
0.35 
0.01 
0.05 
0.02 
0.01 
0.11 
0.01 
0.01 
0.06 



C ) 
CB ) 



0.13 
0.10 
0.13 
0.05 
0.24 
0.25 
0.27 
0.03 
0.02 
0.26 
0.44 
0.53 
0.45 
0.34 
0.01 
0.06 
0.02 
0.01 
0.10 
0.01 
0.01 
0.07 
0.02 
0.02 
0.13 
0.04 
0.02 
0.11 
O.05 
0.02 
0.03 
0.11 
0.09 
0.03 
0.02 
0.12 
0.01 
0.02 
0.03 
0.04 
O.OO 
0.09 
0.02 
0.01 
0.21 
0.02 
0.09 
0.00 
0.18 
0.50 
0.42 
0.40 
0.36 
0.39 
0.73 
0.71 
0.70 
0.54 
0.67 
0.72 
0.17 
2.40 
1.70 
1.63 
3.07 
3.27 
2.97 
2.95 
3.17 
2.29 
0.01 
0.01 
0.02 
0.18 
0.03 
0.06 
0.02 
0.16 
0.51 
0.11 
0.40 
0.33 
0.76 



03 
02 
13 
.03 
.01 
.11 
.05 
0.03 
0.03 
0.11 
0.08 
0.03 
0.01 
0.13 
0.01 
0.02 
0.03 
0.05 
0.00 
0.09 
0.03 
0.01 
0.21 
0.02 
0.09 
0.00 
0.18 
0.49 
0.41 
0.40 
0.36 



38 
72 
71 
70 
.54 
.67 
.73 
0.16 
2.41 
1.69 
X.63 
3.08 
3.28 
2.96 
2.95 
3.10 
2.30 
0.01 
0.01 
0.01 
0.18 
0.03 
0.06 
0.01 
0.16 
0.51 
0.40 
0.39 
0.33 
0.76 
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54 



54 
54 
54 



assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segjd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 0A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



54 and name CA ) 
51 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CA ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB ) 
54 and name CB 



51 and name N ) 

58 and name CA ) 
56 and name N ) 

59 and name CA ) 
59 and name CB ) 

68 and name CA ) 15.13 

69 and name CA ) 13.71 



5-14 
6.66 
5.73 
9.17 
9.21 



(segid 3A4 and tesid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and lesid 161 and name CB ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 431 and name CA ) 13.06 
(segid 3A4 and resid 55 and name C ) 4. 87 



14.95 
16.06 
13.95 
13.96 



0.71 
0.72 
0.71 
0.77 
0.75 
2.80 
3.21 
1.74 
1.71 



> 

54 and name CB ) 



and name CB ) 
54 and name CB ) 
54 and name CB ) 
and name CB ) 
and name CB ) 
and name N 
54 and name N 
54 and name N 
54 and name N 
54 and name N 
54 and name N 
54 and name N 
54 and name N 
54 and name N 
54 and name N 
54 and name O 
54 and name O 
54 and name O 
and name O 
and name 0 
and name O 
and name O 
and name O 
and name O 
and name O 



and name O 
and name O 
54 and name O 
54 and name O 
54 and name O 
54 and name O 
54 and name O 

54 and name O 

55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name C 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA J 
55 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
> (segid 3A4 and resid 
) {segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
} (segid 3A4 and resid 
) (segid 3A4 and resid 
> (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resjd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and rosid 



55 and name CA J 
55 and name CB ) 
55 and name N ) 

55 and name O ) 

56 and name C ) 
56 and name CA ) 
56 and name CB ) 
56 and name N ) 

56 and name O ) 

57 and name C ) 
57 and name CA ) 

57 and name N ) 

58 and name CA ) 

58 and name N ) 

59 and name CA ) 
59 and name CB ) 

68 and name CA ) 

69 and name CA ) 
54 and name C ) 
54 and name CA ) 
54 and name CB ) 

54 and name O > 

55 and name C ) 
55 and name CA ) 
55 and name CB ) 
55 and name N ) 

55 and name O ) 

56 and name N ) 

54 and name CB > 

55 and name C ) 
55 and name CA ) 
55 and name CB ) 
55 ,and name N ) 

55 and name 0 ) 

56 and name C ) 
56 and name CA ) 
56 and name CB ) 
56 and name N ) 

56 and name O ) 

57 and name C ) 
57 and name CA ) 

57 and name H ) 

58 and name C ) 
58 and name CA ) 
58 and name N ) 
58 and name O ) 
55 and name CB ) 

55 and name 0 ) 

56 and name C ) 
56 and name CA ) 
56 and name CB ) 
56 and name N ) 

56 and name O ) 

57 and name C ) 
51 and name CA ) 
51 and name N J 
51 and name O ) 

58 and name C ) 
58 and name CA ) 
58 and name N ) 

58 and name O ) 

59 and name C ) 
59 and name CA ) 
59 and name CB ) 



4.46 
5.36 
3.11 
5.82 
5.82 
5.50 
5.43 
4.58 
6.98 
6.60 
5.78 
5.02 
7.40 
6.28 
9.60 
9.48 
16.13 
14.30 
2.44 
1.47 
2.41 
2.67 
5.43 
4.85 
6.00 
3.65 
6.06 
5.59 
3.29 
3.03 
2.75 
4.14 
2.24 
3.47 
4.37 
4.51 
5.32 
3.53 
5.25 
4.33 
4.20 
3.64 
5.55 
4.46 
3.57 
6.47 
2.48 
1.23 
2.99 
2.4S 
3.69 
1.33 
3.77 
4.50 
4.41 
3.26 
5.61 
4.85 
4.49 
3.73 
5.83 
6.47 
5.29 
4.96 
4.40 
16.04 



tsegia *9 and name N ) 

(segid 3A4 and resid 161 and name CA J 

(segid 3A4 and resid 187 and name CA ) 14.95 

(segid 3A4 and resid 187 and name CB ) 13.80 

(segid 3A4 and resxd 322 and name CA ) 13.45 

(segid 3A4 and resid 323 and name CA ) 14.59 



0.71 
0.73 
0.76 
0.76 
0.74 
2.80 
3.21 
1.74 
1.70 
3.10 
3.20 
2.65 
0.17 
0.09 
0.14 
0.08 
0.14 
0.49 
0.45 
0.48 
0.38 
0.43 
0.53 
0.57 
0.58 
0.48 
0.53 
0.63 
0.61 
3.28 
3.62 
0.04 
0.01 
0.04 
0.06 
0.28 
0.06 
0.12 
0.03 
0.29 
0.45 
0.05 
0.34 
0.03 
0.17 
0.01 
0.33 
0.78 
0.66 
0.65 
0.54 
0.65 
1.04 
1.05 
1.03 
0.75 
0.87 
1.01 
0.36 
0.02 
0.00 
0.04 
0.02 
0.04 
0.01 
0.13 
0.15 
0.10 
0.11 
0.18 
0.11 
0.12 
0.12 
0.35 
0.56 
0.46 
0.53 
0.51 
2.21 
2.33 
2.26 
2.40 
2.37 



09 
19 
65 
18 
.08 
.14 
0.09 
0.14 
0.48 
0.45 
0.48 
0.37 
0.42 
0.54 
0.57 
0.59 
0.48 
0.52 
0.63 
0.62 
3.28 
3.63 
0.04 
0.01 
0.04 
0.06 
0.28 
0.06 
0.11 
0.03 
0.29 
0.46 
0.05 
0.34 
0.04 
0.16 
0.02 
0.33 
0.77 
0.65 
0.64 
0.54 
0.66 
1.05 
1.05 
1.03 
0.76 
0.87 
1.01 
0-36 
0.03 
0.O1 
0-03 
0.01 
0.05 
0.01 
0.12 
0.14 
0.U 
0.11 
0.18 
0.10 
0.12 
0.12 
0.35 
0.56 
0.45 
0.54 
0.51 
2.20 
2.32 
2.26 
2.40 
2.38 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A1 and zesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Isogid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (sogid 3A4 and resid 



55 and name CA 
55 and name CA 
55 and name CA 
55 and name CA 
55 and name CA 
55 and name CA 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA > 
55 and name CA ) 
55 and name CA 1 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CA ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB ) 
55 and name CB 
55 and name CB 
55 and name CB 
55 and name N 
55 and name JH 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name N 
55 and name O 
55 and name 0 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name 0 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name O 
55 and name O 



(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and Lesid 324 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and xesid 342 and name CA ) 



55 and name CB 

55 and name O 

56 and name C 
56 and name CA 
56 and name CB ) 
56 and name N ) 

56 and name O ) 

57 and name C ) 
57 and name CA ) 
57 and name H ) 

57 and name O ) 

58 and name C ) 
58 and name CA ) 
58 and name N > 

58 and name O ) 

59 and name CA J 
59 and name CB ) 
59 and name N ) 

68 and name CA ) 

69 and name CA ) 



56 and name CA ) 
56 and name CB ) 
56 and name N 1 

56 and name O ) 

57 and name C ) 
57 and name CA ) 



(segid 3A4 and resid 431 and name CA 
(segid 3A4 and resid 55 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid, 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid . ~ 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 56 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 

> (segid 3A4 and resid 

> (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 

> (segid 3A4 and resid 

> (segid 3A4 and resid 
J (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and Lesid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (seqid 3A4 and resid 
> (segid 3A4 and resid 
) (segid 3A4 and resid 



57 and name N 

58 and name C 
58 and name CA 

58 and name N 

59 and name CA 
59 and name CB 
59 and name H 
69 and name CA ) 
55 and name C ) 
55 and name CA ) 
55 and name CB ) 

55 and name O ) 

56 and name C ) 
56 and name CA ) 
56 and name CB ) 
56 and name N ) 

56 and name O ) 

57 and name C ) 
57 and name CA ) 



57 and name 

57 and name O 

58 and name C 
58 and name CA 
58 and name N 
58 and name O 

55 and name CB 

56 and name C 
56 and name CA ) 
56 and name CB ) 
56 and name N ) 

56 and name O ) 

57 and name C ) 
57 and name CA ) 



57 and name N 

57 and name O 

58 and name C 
58 and name CA 
58 and name N 

58 and name O 

59 and name C 
59 and name CA ) 
59 and name CB ) 
59 and name rt ) 
59 and name O ) 



14.32 
13.42 
15.36 
13.14 
15.31 
1.52 
1.52 
2.39 
4.42 
3.82 
4.84 
2.44 
5.25 
5.51 
5.49 
4.44 
6.65 
5.71 
5.13 
4.S5 
6.62 
6.46 
6.23 
5.4B 
16.28 
13.82 
14.55 
14.37 
15.38 
14.84 
13.92 
13.46 
5.37 
4.44 
5.35 
3.12 
6.12 
6.84 
6.81 
5.64 
6.70 
6.34 
5.88 
7.09 
6.63 
6.35 
14.98 
2.51 
1.46 
2.45 
3.50 
4.88 
4.32 
4.99 
2.91 
5.89 
5.84 
5.S7 
4.56 
7.04 
6.61 
5.78 
5.01 
7.56 
3.30 
2.84 
2.79 
4.24 
2.25 
3.26 
3.87 
4.14 
3.25 
4.85 
3.73 
3 
3 
4 
5 
4 



2.41 
2.41 
2.82 
2.87 
2.14 
0.00 
0.01 
0.02 
0.02 
0.03 
0.08 
0.04 
0.12 
0.21 
0.15 
0.16 
0.23 
0.19 
0.26 
0.22 
0.30 
0.52 
0.60 
0.59 
2.31 
2.66 
2.15 
2.45 
2.45 
2.60 
2.62 
3.07 
0.08 
0.07 
0.12 
0.09 
0.20 
0.14 
0.14 
0.15 
0.14 
0.12 
0.12 



2.41 
2.40 
2.82 
2.87 
2.15 
0.01 
0.02 
0.01 
0.03 
0.03 
0.08 
0.04 
0.11 
0.21 
0.15 
0.16 
0.23 
0.19 
0.25 
0.23 
0.31 
0.51 
0.59 
0.60 
2.30 
2.65 
2.15 
2.45 
2.45 
2.60 
2.62 
3.08 
0.08 
0.08 
0.13 
0.08 
0.20 
0.15 
0.14 
0.16 
0.14 
0.13 
0.12 
0.41 
0.56 
0.47 
2.61 
0.05 
0.00 
0.02 
0.05 
0.14 



56 
02 
70 
,39 
.16 
3.99 
3.24 
6.44 



41 
56 
47 
60 
06 
,01 
.02 
.04 
0.15 
0.12 
0.13 
0.11 
0.08 
0.35 
0.30 
0.30 
0.35 
0.29 
0.40 
0.39 
0.15 
0.03 
0.09 
0.04 
0.05 
0.02 
0.20 
0.15 
0.14 
0.11 
0.16 
0.12 
0.11 
0.16 
0.33 
0.62 
0.53 
0.63 
0.55 
0.49 



12 
12 
11 
08 
.36 
.31 
.30 
.36 
.30 
0.40 
0.39 
0.16 
0.04 
0.10 
0.03 
0.04 
0.01 
0.19 
0.14 
0.14 
0.11 
0.16 
0.11 
0.12 
0.15 
0.34 
0.61 
0.53 
0.62 
0.55 
0.50 
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assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and lesid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
5 assign (segxd 3A4 and res id 
assxgn (segxd 3A4 and res id 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
10 assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
15 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
30 assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxqn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
40 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
50 assxgn (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
55 assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
60 assign (segxd 3A4 and resxd 
assign (segxd 3A4 and lesxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
70 assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 



56 and name C ) (segid 3A4 and tesxd 
56 and name C ) (segid 3A4 and xesid 
56 and name C > (segid 3A4 and resid 
56 and name C ) (segxd 3A4 and resid 
56 and name C ) (segxd 3A4 and resid 
56 and name C ) (segid 3A4 and resid 
56 and name C ) (segxd 3A4 and resxd 
56 and name C ) (segxd 3A4 and resxd 
56 and name C ) (segxd 3A4 and resid 
56 and name C ) (segid 3A4 and resid 
56 and name C ) (segxd 3A4 and resid 
56 and name C ) (segid 3A4 and resxd 
56 and name C ) (segxd 3A4 and resid 
56 and name C > (segid 3A4 and resxd 

56 and name C ) (segid 3A4 and resid - 
56 and name CA ) (segxd 3A4 and resid 160 and name CA 
(segxd 3A4 and resid 161 and name CA J 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
(segxd 3A4 and resid 324 and name CB 16.01 
(segid 3A4 and resid 56 and name C ) 1.52 



56 and name CB ) 

56 and name O ) 

57 and name C ) 
57 and name CA ) 
57 and name N ) 

57 and name 0 ) 

58 and name C ) 
58 and name CA ) 
58 and name N ) 

58 and name O ) 

59 and name C ) 
59 and name CA ) 
59 and name CB ) 
59 and name N ) 
59 and name 0 > 



56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA > 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA } 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CA ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB ) 
56 and name CB > 



2.49 
1.23 
3.04 
2.43 

I. 32 
3.96 
4.53 
4.44 
3.23 
5.55 
5.13 
4.57 
4.27 
3.87 
6.29 

13.28 
14.67 
12.75 

II. 76 
12.97 



0.03 
0.01 
0.04 
0.03 
0.01 
0,07 
0.19 
0.18 
0.18 
0.36 



56 and name CB ) 

56 and name O ) 

57 and name C ) 
57 and name CA ) 
57 and name N ) 

57 and name O > 

58 and name C ) 
58 and name CA ) 
58 and name N ) 

58 and name O ) 

59 and name C ) 
59 and name CA ) 
59 and name CB ) 
59 and name N ) 
59 and name O ) 
69 and name CA ) 

160 and name CA ) 



56 and name N 
56 and name N 
56 and name N 
56 and name N 
56 and name N 
56 and name N 
56 and name N 
56 and name N 
56 and name N 
56 and name N 
56 and name N 
56 and name H 
56 and name N 
56 and name N 
56 and name N 
56 and name O 
56 and name O 
56 and name 0 
56 and name O 
56 and name 0 
56 and name O 
56 and name O 
56 and name O 
56 and name O 
56 and name 0 
56 and name O 
56 and name O 
56 and name O 

56 and name O 

57 and name C 
57 and name C 



(segid 3A4 and resxd 
(segxd 3A4 and tesxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and re&id 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 

(segxd 3A4 and resid ■ 

(segxd 3A4 and resxd 187 and name CA ) 
(segxd 3A4 and resxd 187 and name CB ) 
(segxd 3A4 and re3id 188 and name CA ) 
(segxd 3A4 and resxd 57 and name C ) 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
and resxd 



(segxd 3A4 _ 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
and resxd 
and resxd 
and resxd 
and resxd 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 _ 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 



(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resxd 
and resxd 
and resxd 
and resxd 



x — 

(segid 3A4 and resxd 

(beg id 3A4 and resxd 

(segid 3A4 and resxd 

(segid 3A4 and resxd 

(segid 3A4 and resid 



57 and name CA ) 
57 and name N ) 

57 and name O ) 

58 and name C ) 

58 and name CA ) 
5B and name N ) 

59 and name CA ) 
59 and name CB ) 
59 and name M ) 
56 and name C ) 
56 and name CA ) 
56 and name CB ) 

56 and name O ) 

57 and name C ) 
57 and name CA ) 
57 and name H ) 

57 and name O ) 

58 and name C ) 
58 and name CA ) 
58 and name N ) 

58 and name O ) 

59 and name CA ) 
59 and name CB ) 
59 and name N ) 

56 and name CB ) 

57 and name C ) 
57 and name CA ) 
57 and name N ) 

57 and name O 

58 and name C 
58 and name CA 
58 and name N 

58 and name O 

59 and name C 
59 and name CA ) 
59 and name CB ) 



59 and name N 
59 and name O 

57 and name O 

58 and name C 



I. 53 
2.41 
4.42 
3.78 
2.41 
5.41 
5.50 
5.44 
4.33 
6.50 
6.06 
5.28 
4.63 
4.73 
7.17 

14.16 
12.96 
12.65 

II. 73 
13.09 

5.36 
4.36 
3.04 
6.32 
6.88 
6.75 
5.50 
6.59 
5.85 
6.11 
2.49 
1.46 
2.44 
3.48 
4.74 
4.26 
2.87 
5.88 
5.62 
5.32 
4.30 
6.64 
5.80 
5.27 
5.04 
3.35 
3.00 
2.77 
2.25 
3.59 
4.03 
4.30 
3.33 
4.93 
4.06 
3.70 
3.47 
3.25 
5.19 
1.23 
3.05 



0.03 
0.00 
0.04 
0.04 
0.00 
0.08 
0.19 
0.17 
0.18 
0.37 
0.42 
0.11 
0.14 
0.11 
0.33 
3.29 
2.71 
2.62 
2.73 
3.23 
2.08 
0.00 
0.01 
0.02 
0.03 
0.04 
0.04 
0.09 
0.17 
0.11 
0.09 
0.44 
0.42 
0.18 
0.18 
0.22 
0.30 
2.68 
3.48 
2.98 
3.11 
3.58 
0.07 
0.10 
0.1O 
0.07 
0.16 
0.10 
0.10 
0.13 
0.09 
0.16 
0.03 
0.O1 
0.05 
0.05 
0.13 
0.11 
0.12 
0.18 
0.07 
0.09 
0.09 
0.40 
0.32 
0.36 
0.39 
0.11 
0.12 
0.05 
0.01 
0.05 
0.41 
0.40 
0.38 
0.52 
0.37 
0.12 
0.22 
0.17 
0.29 
0.00 
0.10 



42 
10 
14 
,11 
.33 
.29 
.70 
.62 
2.74 
3.23 
2.08 
0.01 
0.00 
0.01 
0.04 
0-05 
0.04 
0.09 
0.16 
0.11 
0.09 
0.43 
0.43 
0.17 
0.18 
0.21 
0.30 
2.68 
3.48 
2.99 
3.12 
3.57 
0.08 
0.10 
0.10 
0.08 
0.16 
0.10 
0.11 
0.14 
0.10 
0.16 
0.02 
0.01 
0.04 
O.05 
0.14 
0.11 
0.12 
0.17 
0.08 
0.09 
0.09 
0.39 
0.32 
0.36 
0.38 
0.11 
0.11 
0.04 
0.02 
0.06 
0.40 
0.40 
0.37 
0.52 
0.38 
0.12 
0.22 
0.18 
0.30 
0.01 
0.10 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign t segid 3A4 and resid 
assign (segid 3A4 and tesid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
assiqn (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



57 and name C ) 
5*7 and name C ) 
57 and name C ) 
57 and name C ) 
57 and name C ) 
57 and name C ) 
57 and name C ) 
57 and name C ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA > 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ] 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA > 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name CA ) 
57 and name H ) 
57 and name N 
57 and name N 
57 and name N 
57 and name N 
57 and name N 
57 and name N 
57 and name M 
57 and name N 
57 and name N 
57 and name N 



(segid 3A4 and resid 
(segid 3A4 and resid 
(seqid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



58 and name CA ) 



58 and name N 

58 and name O 

59 and name C 
59 and name CA 
59 and name CB 
59 and name N 
59 and name O 



2.43 
1.33 
3.98 
4.69 
4.40 
5.04 
3.20 
5.79 



(Segia -w» ana ksiu - — - ■ 

(segid 3A4 and resid 157 and name CA ) 15.43 



(segid 3A4 and resid 158 and name CA ) 
(segid 3A4 and resid 159 and name CA ) 
(segid 3A4 and resid 159 and name CB ) 
(segid 3A4 and resid 160 and name CA ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 161 and name CA > 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 187 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
(segid 3A4 and resid 189 and name CA I 
(segid 3A4 and resid 190 and name CA ) 
(segid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 



(segid 3A4 and resid 324 and name CA 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 431 and name CA 
(segid 3A4 and resid 57 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
> (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
58 and name CA ) (segid 3A4 and resid 160 and name CA 
58 and name CA ) (segid 3A4 and resid 160 and name CB 13.89 
58 and name CA ) (segid 3A4 and resid 161 and name CA 14.83 
(segid 3A4 and resid 161 and name CB > 15-69 
segid 3A4 and resid 187 and name CA ) 13.03 
segid 3A4 and resid 187 and name CB 11.96 
(seg\d 3A4 and resid 188 and name CA 12.88 
segid 3A4 and resid 189 and name CA 16.18 

1 ^ _ . . • ion f&«H nnmo f!B ) 15 . fc2 



57 and name 
57 and name 
57 and name 
57 and name 
57 and name 
57 and name 
57 and name 
57 and name O 

57 and name O 

58 and name C 
58 and name C 
58 and name C 
58 and name C 
58 and name C 
58 and name C 



57 and name O 
56 and name C 

58 and name CA 
58 and name N 

58 and name O 

59 and name C 
59 and name CA ) 
59 and name CB ) 
59 and name N ) 
59 and name O ) 
66 and name CA ) 
68 and name CA ) 
€9 and name CA ) 
57 and name C ) 
57 and name CA 

57 and name O 

58 and name C 
58 and name CA 
58 and name N 

58 and name 0 

59 and name C 
59 and name CA ) 
59 and name CB ) 
59 and name H ) 
58 and name C ) 
58 and name CA ) 
58 and name N ) 

58 and name O ) 

59 and name C ) 
59 and name CA ) 



59 and name CB 
59 and name N 
59 and name O 

58 and name O 

59 and name C 
59 and name CA 
59 and name CB 
59 and name N 
59 and name O 



15.84 
13.45 
13-33 
11.87 
12.08 
13.34 
14.30 
11.66 
10.70 
12.06 
14.93 
14.39 
14.00 
12.44 
11.39 
13.60 
15.29 
16.01 
15.17 
13.69 

I. 52 
2.39 
4.41 
3.80 
2.44 
5.38 
5.61 
5.34 
5.64 
4.29 
6.74 

14.26 
13.45 

II. 65 
2.46 
1.45 
3.53 
4.70 
4.20 
2.79 
5.75 
5.82 
5.29 
5.25 
4.32 
3.07 
2.75 
2.25 
3.73 
4.31 
4.36 
5.22 
3.35 
5.28 
1.23 
3.20 
2.46 
3.67 
1.34 
4.02 

13.70 



0.02 
0.00 
0.17 
0.40 
0.11 
0.16 
0.07 
0.42 
2.20 
2.34 
3.17 
3.68 
2.30 
2.28 
1.51 
1.42 
2.96 
3.08 
3.31 
3.49 
3.04 
2.76 
3.45 
3.38 
2.22 
2.15 
1.92 
1.85 
2.36 
0.02 
0.02 
0.07 
0.02 
0.02 
0.11 
0.47 
0.13 
0.20 



58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 



anu - — — — 

(segid 3A4 and resid 190 and name CB 
(segid 3A1 and resid 191 and name CA 
(segid 3A4 and resid 191 and name CB 
segid 3A4 and resid 246 and name CA 
(segid 3A4 and resid 246 and name CB 



(segid 3A4 and resid 250 and name CA ) 



15.62 
13.50 
12.20 
14.30 
13.53 
14.64 



0.01 
0.00 
0.18 
0.41 
0.11 
0.16 
0.08 
0.41 
2.20 
2.33 
3.17 
3.68 
2.30 
2.27 
1.51 
1.42 
2.97 
3.08 
3.32 
3.49 
3.03 
2.75 
3.44 
3.3B 
2.21 
2.14 
1.93 
1.85 
2.36 
0.01 
0.01 
0.07 
0.03 
0.01 
0.10 
0.46 
0.14 
0.19 
0.11 
0.46 
2.31 
2.75 
2.87 
0.03 
0.02 
0.05 
0.03 
O.04 
0.03 
0.14 
0.46 
0.16 
0.17 
0.18 
0.21 
0.03 
0.01 
0.42 
0.47 
0.16 
0.18 
0.08 
0.54 
0.01 
0.15 
0.01 
0.06 
0.00 
0.16 
2.36 
2.40 
1.65 
1.56 
2.27 
2.29 
2.63 
2, 
2 
3 
2 
3 
3 
2 



11 
46 
31 
75 
.88 
0.04 
0.01 
0.05 
0.04 
0.04 
0.04 
0.14 
0.46 
0.15 
0.16 
0.18 
0.21 
0.03 
0.01 
0.42 
0.47 
0.16 
0.18 
0.08 
0.54 
0.00 
0.16 
0.02 
0.08 
0.01 
0.16 
2.36 
2.40 
1.65 
1.55 
2.27 
2.28 



63 
2.75 
2.42 
3.01 
2.96 
3.00 
3.03 
2.23 



75 
.42 
,01 
.97 
.01 
.04 
.24 



-I X~ ."? ** > 12* 



620 



ab^ign (8 eg id 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign t segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign isegid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid HEM and resid 



58 and name CA ) (segid 3A4 and xesid 250 and name CB 
58 and name CA ) (segid 3A4 and te^id 253 and name CA 
58 and name CA ) (segid 3A4 and resid 322 and name CA 
58 and name CA ) (segid 3A4 and resid 323 and name CA 
58 and name CA ) (segid 3A4 and resid 323 and name CB ) 
11 and na^e CA ) (segid 3A4 and resid 324 and name CA 
58 and name CA ) (segid 3A4 and resid 324 and name CB 
58 and name CA ) (segid 3A4 and resid 326 and name CA 
58 and name CA ) (segid 3A4 and resid 340 and name CA 
58 and name CA » (segid 3A4 and resid 341 and name CA 
58 and name CA ) (segid 3A4 and resid 342 and name CA 
58 and name CA ) (segid 3A4 and resid 430 and name CA 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 58 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



SB and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA ) 
58 and name CA } 
58 and name CA ) 
58 and name CA ) 
58 and name CA > 
58 and name N ) 
58 and name N ) 
58 and name N ) 
58 and name N ) 
58 and name N > 
58 and name N ) 
58 and name N ) 
58 and name N ) 
58 and name O ) 
58 and name O ) 
58 and name O ) 
58 and name O ) 

58 and name O ) 

59 and name C ) 
59 and name C ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA. ) 
59 and name CA > 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA > 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CA ) 
59 and name CB ) 
59 and name CB ) 
59 and name CB ) 
59 and name CB ) 
59 and name CB ) 
59 and name CB ) 
59 and name CB ) 



58 and name O ) 

59 and name C ) 
59 and name CA > 
59 and name CB ) 
59 and name M ) 
59 and name O ) 

66 and name CA ) 

67 and name CA ) 

67 and name CB ) 

68 and name CA > 

69 and name CA ) 

70 and name CA ) 

71 and name CA ) 



71 and name CB 
58 and name C 
58 and name CA 

58 and name O 

59 and name C 
59 and name CA ) 
59 and name CB ) 
59 and name K ) 
59 and name O ) 
59 and name C ) 
59 and name CA ) 
59 and name CB ) 
59 and name N ) 
59 and name 0 ) 
59 and name CB ) 
59 and name 0 ) 

160 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and lesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and lesid 

(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 161 and name CA ) 
(segid 3A4 and resid 161 and name CB ) 
(segid 3A4 and resid 187 and name CA ) 
(segid 3A4 and resid 167 and name CB ) 
(segid 3A4 and resid 188 and name CA ) 
Isegid 3A4 and resid 189 and name CA ) 
(segid 3A4 and resid 189 and name CB ) 
(segid 3A4 and resid 190 and name CA 
(segid 3A4 and resid 190 and name CB 
(segid 3A4 and resid 191 and name CA 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 24 6 and name CB 
(segid 3A4 and resid 322 and name CA 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 59 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
" and resid 
and resid 
and resid 
and resid 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



14.37 
15.97 
13.04 
14.09 
15.54 
11.28 
13.26 
18.66 
16.27 
16.59 
14.30 
16.63 
15.03 
1.53 
2.41 
4.54 
3.82 
4.82 
2.44 
5.46 
13.43 
15.16 
16.44 
12.96 
10.54 
12.98 
15.37 
15.34 
2.44 

I. 46 
3.48 
4.83 
4.16 
4.83 
2.77 
5.91 
3.26 
2.80 
4.19 
2.25 
3.74 
2.50 

I. 24 
14.30 
14.47 
15.63 
16.47 
12.50 

II. 54 

II. 85 
15.12 
16.19 
15.34 
15.21 
13.06 
11.77 
13.56 
15.83 
15.47 

1.53 
1.52 
2.40 
14.24 
14.59 
12.06 
14.35 



59 and name CB ) 
59 and name O ) 
66 and name CA ) 

68 and name CA ) 

69 and name CA ) 

segid 3A4 and resid 160 and name CA >*«-32 
segid 3A4 and resid 161 and name CA 15.68 
segid 3A4 and resid 187 and name CA 
segid 3A4 and resid 187 and name CB 
segid 3A4 and resid 188 and name CA 
Isegid 3A4 and resid 190 and name CB ) 
(segid 3A4 and resid 191 and name CA > 



59 and name CB ) (segia jai Z. Toi »«h name CB ) 

59 and name CB ) (segid 3A4 and resid 191 and name CB 

59 and name CB ) (segid 3A4 and resid 322 and name ca 

5 59 and name CB , (segid 3A4 and resid 324 and name CB ) 

59 and name CB ) (segid 3A4 and resid 

59 and name N ) (segid 3A4 and resid 

59 and name H ) (segid 3A4 and resid 

59 and name N ) (segid 3A4 and resid 

59 and name N ) (segid 3A4 and resid 

59 and name 0 > (segid 3A4 and resid 

1 and name CIA) (segid HEM and resid 



69 and name CA 
59 and name C 
59 and name CA 
59 and namo CB 
59 and name 0 
59 and name CB 



1 and name C1B) 



2.35 
1.74 
1.74 
2.07 
2.09 
2.09 
2.05 
1.70 
2.00 
2.19 
2.38 
1.79 
2.10 
0.00 
0.01 
0.13 
0.00 
0.06 
0.01 
0.16 
1.96 
1.92 
1.96 
1.75 
1.98 
2. ST 
2.62 
2.56 
0.03 
0.01 
0.08 
0.26 
0.05 
0.11 
0.07 
0.24 
0.25 
0.04 
0.13 
0.01 
0.27 
0.02 
0.01 
2.77 
2.58 
2.28 
2.29 
2.08 
2.24 
2.22 
2.U 
2.05 
2.07 
1.99 
2.4B 
2.44 
3.23 
1.56 
2.60 
O.01 
0.01 
0.01 
2.36 
1.95 
2.21 
2.45 
3.29 
2.89 
2.42 
2.60 
2.58 
2.24 
2.69 
2.69 
1.50 
2.62 
2.25 
0.05 
0.00 
0.02 
0.05 
0.07 
0.03 



12.49 
11.54 
11.90 
15.35 
13.45 
12.19 
16.52 
16.17 
13.17 
2.50 
1.46 
2.45 
3.53 
3.28 
4.30 



2.34 
1.74 
1.75 
2.07 
2.08 
2.08 
2.06 
1.69 
2.00 
2.19 
2.37 
1.7B 
2.11 
0.00 
0.01 
0.14 
0.01 
0.06 
0.00 
0.15 
1.96 
1.92 
1.95 
1.75 
1.98 
2.56 
2.61 
2.56 
0.02 
0.01 
0.08 
0.26 
0.06 
0.11 
0-06 
0.23 
0.25 
0.03 
0.12 
0.02 
0.26 
0.01 
0.00 
2.76 
2.58 
2.28 
2.30 
2.08 
2.25 
2.22 
2.11 
2.05 
2.06 
2.00 
2.48 
2.44 
3.24 
1.56 
2.60 
0.00 
0.01 
0.01 
2.36 
1.95 
2.20 
2.45 
3.29 
2.89 
2.42 
2.60 
2.58 
2.24 
2.69 
2.69 
1.50 
2.61 
2.25 
0.04 
0.01 
0.02 
0.05 
0.08 
0.03 
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assign (segid HEM and xesid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
5 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
10 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
15 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
20 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
25 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
30 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
35 assign (segid HEM and resid 
assign (segid HEM and re3id 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
40 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
45 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
50 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
55 aasign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
60 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
65 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
70 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
75 assign (segid HEM and xesid 
assign (segid HEH and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
80 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEH and resid 
assign (segid HEM and resid 



1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
I and name CIA) (segid HEM and re^id 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CXA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
X and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name CIA) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
1 and name C1B) (segid HEM and resid 
I and name C1B) (segid HEM and resid 
1 and name C1C) (segid HEM and resid 
1 and name C1C) (segid HEM and resid 
1 and name C1C) (segid HEM and resid 
1 and name C1C) (segid HEM and resid 
1 and name C1C) (segid HEM and resid 
1 and name ClC) (segid HEM and resid 
1 and name C1C) (segid HEM and resid 
1 and name C1C) (segid HEM and resid 
1 and name ClC) (segid HEM and resid 
1 and name C1C) (segid HEM and resid 
1 and name CIO (segid HEM and resid 
1 and name ClC) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C1D) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C?A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and xesid 
1 and name C?A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 



1 and name ClC) b.OS 0.03 0.04 
1 and name C1D) 4.29 0.02 0.03 
1 and name C2A) 1-41 0.02 0.02 
1 and name C2B) 5.73 O.Oi 0.02 
1 and name C2C) 7.26 0.02 0.02 
1 and name C2D) 4.11 0.03 0.03 
1 and name C3A) 2.26 0.03 0.03 
1 and name C3B) 6.35 0.02 0-02 
1 and name C3C) 7.05 0.04 0.04 
1 and name C3D) 3.81 0.03 0.02 
1 and name C4A) 2.19 0.02 0.02 
1 and name C4B) 5.53 0.03 0.03 
1 and name C4C) 5.66 0.05 0.04 
1 and name C40) 2.47 0.03 0.03 
1 and name CAA) 2.65 0.03 0.03 
1 and name CAB) 7.76 0.06 0.06 
1 and name CAD) 4.52 0.04 0.04 
1 and name CBA) 3. 48 0.17 0.17 
1 and name CBD) 5.10 0.06 0.05 
1 and name CGA) 4.83 0.08 0.09 
1 and name CGD) 6.17 0.08 0.08 
1 and name CMA) 3.75 0.03 0.03 
1 and name CMB) 6.62 0.01 0.02 
1 and name CMD) 6.21 0.04 0.04 
1 and name OlA) 5.35 0.08 0.08 
1 and name 01D) 6.99 0.33 0.33 
1 and name 02A) 5.63 0.17 0.16 
1 and name 02D) 6.40 0.18 0.18 
1 and name ClC) 4.31 0.02 0.02 
1 and name C1D) 6.08 0.05 0.05 
1 and name C2B) 1.45 0.02 0.01 
1 and name C2C) 5.75 0.03 0.02 
1 and name C2D) 7.28 0.05 0-05 
1 and name C3B) 2.24 0.02 0.01 
1 and name C3C) 6.38 0.03 0.02 
1 and name C3D) 7.07 0.05 0.06 
1 and name C4B) 2.17 0.02 0.03 
1 and name C4C) 5.56 0.03 0.03 
1 and name C4D) 5.67 0.05 0.06 
1 and name CAB) 3.64 0.05 0.06 ■ 
1 and name CAC) 7.79 0.05 0.05 
1 and name CBB) 4.57 0.04 0.04 
1 and name CMB) 2.65 0.03 0.02 
1 and name CMC) 6.63 0.04 0.05 
1 and name C1D) 4.26 0.04 0.05 
1 and name C2C) 1.45 0.02 0.02 
1 and name C2D) 5.70 0.04 0.05 
1 and name C3C) 2.24 0.01 0.01 
1 and name C3D) 6.33 0.04 0.04 
1 and name C4C) 2.17 0.01 0.01 
1 and name C4D) 5.52 0.03 0.04 
1 and name CAC) 3.65 0.04 0.05 
1 and name CAD) 7.85 0.05 0.05 
1 and name CBC) 4.56 0.06 0.05 
1 and name CMC) 2.65 0.02 0.02 
1 and name CMD) 6.62 0.03 0.03 
1 and name C2D) 1.45 0.02 0.02 
1 and name C3D) 2.24 0.01 0.01 
1 and name C4D) 2.18 0.03 0.02 
1 and name CAD) 3.74 0.02 0.02 
1 and name CBD) 4.55 0.07 0.06 
1 and name CGD) 6.03 0.07 0.07 
1 and name CMD) 2.66 0.02 0.02 
1 and name 01D) 6.75 0.12 0.12 
1 and name 02D) 6.61 0.12 0.13 
1 and name C1B) 4.68 0.04 0.04 
1 and name ClC) 7-24 0.03 0.03 
1 and name C1D) 5.73 0.02 0.02 
1 and name C2B) 6.02 0.03 0.03 
1 and name C2D) 6.05 0.02 0.02 
1 and name C3A) 1.36 0.02 0.02 
1 and name C3B) 6.89 0.04 0.04 
1 and name C3D) 5.02 0.03 0.03 
1 and name C4A) 2.24 0.02 0.02 
1 and name C4B) 6.33 0.03 0.02 
1 and name C4C) 7.04 0.04 0.05 
1 and name C4D) 3.80 0.02 0.03 
1 and name CAA) 1.53 0.03 0.02 
1 and name CAD) 5.45 0.05 0.05 
1 and name CBA) 2.52 0,07 0.06 
1 and name CBD) 5.92 0.09 0.09 
1 and name CGA) 3.87 0.06 0.06 
1 and name CGD) 6.74 0.11 0.11 



€t '.V *+f-.*l 
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assign (segid HEM and resid 
assign (segxd HEM and resid 
assxgn (segid HEM and resid 
assign (segid UEM and resid 
5 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
10 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
15 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
20 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
25 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid hem and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
30 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
35 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
40 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segxd HEM and resid 
assign (segid HEM and resid 
45 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
50 assign (segid HEM and resid 
assign (segid HEM and lesid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
55 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
60 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid hem and resid 
assign (segid HEM and resid 
65 assign (segid HEM and resid 
assxgn (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
70 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
75 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assagn (segid HEM and resid 
80 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 



1 and name C2A| (segid HEM and xesxd 
1 and name C2A) (segid HEM and xesid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2A) (begid HEM and resid 
1 and name C2A) (segid HEM and resid 
1 and name C2B) (segid HEM and resid 
1 and name C2B) (segxd HEM and resid 
1 and name C2B) (segid HEM and resxd 
1 and name C2B) (segxd HEM and resxd 
1 and name C2B) (segxd HEM and resxd 
1 and name C2B) (segxd HEM and resxd 
1 and name C2B) (segxd HEM and resxd 
1 and name C2B) (segxd HEM and resxd 
1 and name C2B) (segid HEM and resid 
1 and name C2B) (segid HEM and resid 
1 and name C2B) (segid HEM and resid 
1 and name C2B) (segid HEM and resid 
1 and name C2C) (segid HEM and resid 
1 and name C2C) (segid HEM and resxd 
1 and name C2C) (segxd HEM and resxd 
1 and name C2C) (segxd HEM and resxd 
1 and name C2C) (segxd HEM and resxd 
1 and name C2C) (segxd HEM and resxd 
1 and name C2C) (segxd HEM and resxd 
1 and name C2C) (segxd HEM and resxd 
1 and name C2C) (segxd HEM and resid 
1 and name C2CJ (segid HEM and resid 
1 and name C2D) (segid HEM and resid 
1 and name C2D) (segid HEM and resid 
1 and name C2D) (segid HEM and resxd 
1 and name C2D) (segid HEM and resxd 
1 and name C2D) (segid HEM and resxd 
1 and name C2D) (segid HEM and resxd 
1 and name C2D) (segid HEM and resxd 
1 and name C2D) (segid HEM and resxd 
1 and name C3A) (segid HEM and resxd 
1 and name C3A) (segid HEM and resxd 
1 and name C3A> (segid HEM and xesxd 
1 and name C3A) (segid HEM and resxd 
1 and name C3A) (segxd HEM and resxd 
1 and name C3A) (segxd HEM and resxd 
1 and name C3A) (segxd HEM and resxd 
1 and name C3A) (segid HEM and resxd 
I and name C3A1 (segid HEM and resxd 
1 and name C3A) (segid HEM and resxd 
1 and name C3A) (segid HEM and resxd 
1 and name C3A) (segid HEM and resid 
1 and name C3A) (segxd HEM and resxd 
1 and name C3A) (segxd HEM and resid 
1 and name C3A) (segid HEM and resid 
1 and name C3A) (segid HEM and resid 
1 and name C3A) (segxd HEM and resid 
1 and name C3A) (segxd HEM and resid 
1 and name C3A) (segxd HEM and resid 
1 and name C3A) (segid HEM and resid 
1 and name C3A) (segxd HEM and resid 
1 and name C3B) (segxd HEM and resid 
1 and name C3B> (segxd HEM and resid 
1 and name C3B) (segxd HEM and resid 
1 and name C3B) (segxd HEM and resid 
1 and name C3B) (segxd HEM and resid 
1 and name C3B J (segxd HEM and resid 
1 and name C3B) (segxd HEM and resid 
1 and name C3B) (segxd HEM and resid 
1 and name C3B) (segxd HEM and resxd 
1 and name C3B) (segid HEM and resxd 
1 and name C3B) (segxd HEM and resxd 
1 and name C3B) (segxd HEM and resxd 
1 and name C3C) (segxd HEM and resxd 
1 and name C3C) (segxd HEM and resxd 
1 and name C3C) (segxd HEM and resxd 
1 and name C3C) (segxd HEM and resxd 
1 and name C3C) (segxd HEM and resid 
1 and name C3C) (segxd HEM and resxd 
1 and name C3C) (segxd HEM and resxd 
1 and name C3C) (segxd HEM and resxd 
1 and name C3C) (segxd HEM and resxd 
1 and name C3C) (*egid HEM and xesxd 
1 and name C3D) (segxd HEM and resid 
1 and name C3D) (segid HEM and resxd 
1 and name C3D) (segid HEM and resid 
1 and name C3D) (segid HEM and resid 



1 and name CMA) 2.58 0.03 0.03 
1 and name CMB) 6.60 0.02 0.03 
1 and name CMD) 7.52 0.04 0.03 
1 and name OlA) 4.35 0.06 0.07 
1 and name 02A) 4.15 0.14 0.14 
1 and name 02D) 6.82 0.19 0.18 
1 and name C1C) 4.14 0.03 0.03 
1 and name C1D) 1.28 0.05 0.06 
1 and name C2C) 6.07 0.03 0.03 
1 and name C3B) 1.36 0.02 0.02 
1 and name C3C) 6.95 0.03 0.03 
1 and name C4B) 2.26 0.02 0.02 
1 and name C4C) 6.39 0.03 0.03 
1 and name C4D) 7.08 0.05 0.04 
1 and name CAB) 2.53 0.04 0.04 
1 and name CBB) 3.23 0.0S 0.06 
1 and name CMB) 1.53 0.01 0.01 
1 and name CMC) 6.65 0.05 0.05 
1 and name ClD) 4.69 0.04 0.04 
1 and name C2D) b.03 0.04 0.03 
1 and name C3C) 1.37 0.02 0.02 
1 and name C3D) 6.90 0.04 0.04 
1 and name C4C) 2.25 0.01 0.01 
1 and name C4D) 6.35 0.02 0.02 
1 and name CAC) 2,54 0.05 0.04 
1 and name CBC) 3.28 0.06 0.07 
1 and name CMC) 1-54 0.02 0.01 
1 and name CMD) 6.64 0.02 0.02 
1 and name C3D) 1.35 0.02 0.01 
1 and name C4D) 2.25 0.01 0.01 
1 and name CAD) 2.58 0.03 0.03 
1 and name CBD) 3.46 0.05 0.05 
1 and name CCD) 4.85 0.06 0.07 
1 and name CMD) 1.53 0.01 0.01 
1 and name OlD) 5.57 0.14 0.15 
1 and name 02D) 5.44 0.14 0.14 
1 and name C1B) 3.78 0.02 0.02 
1 and name C1C) 7.04 0.02 0.03 
1 and name ClD) 6.36 0.03 0.04 
1 and name C2B) 4.99 0.02 0.O1 
1 and name C2D) 6.93 0.04 0.05 
1 and name C3B) 6.01 0.02 0.02 
1 and name C3D) 6.06 0.05 0.05 
1 and name C4A) 1.44 0.02 0.03 
1 and name C4B) 5.70 0.02 0.01 
1 and name C4C) 7.25 0.03 0.04 
1 and name C4D) 4.71 0.04 0.05 
1 and name CAA) 2.56 0.05 0.06 
1 and name CAB) 7.41 0.06 0.05 
1 and name CAD) 6.67 0.06 0.06 
1 and name CBA) 3.36 0.04 0.05 
1 and name CBD) 7.16 0.10 0.09 
1 and name CGA) 4.71 0.05 0.04 
1 and name CMA) 1.53 0.01 0.00 
1 and name CMB) 5.38 0.03 0.03 
1 and name OlA) 5.19 0.12 0.11 
1 and name 02A) 5.54 0.10 0.09 
1 and name C1C) 3.82 0.02 0.02 
1 and name ClD) 7.06 0.06 0.05 
1 and name C2C) 5.03 0.03 0.02 
1 and name C3C) 6.06 0.02 0.02 
1 and name C4B) 1.45 0.01 0.02 
1 and name C4C) 5.74 0.02 0.02 
1 and name C4D) 7.26 0.05 0.05 
1 and name CAB) 1.43 0.05 0.04 
I and name CAC) 7.45 0.05 0.05 
1 and name CBB) 2.54 0.04 0.05 
1 and name CMB) 2.61 0.02 0.02 
1 and name CMC) 5.42 0.06 0.06 
1 and name ClD) 3.77 0.03 0.03 
1 and name C2D) 4.98 0.03 0.03 
1 and name C3D) 6.00 0.03 0.04 
1 and name C4C) 1.44 0.02 0.02 
1 and name C4D) 5.70 0.03 0.03 
1 and name CAC) 1.43 0.05 0.05 
1 and name CAD) 7.48 0.06 0.05 
1 and name CBC) 2.51 0.05 0.06 
1 and name CMC) 2.63 0.03 0.02 
1 and name CHD) 5.41 0.02 0.02 
1 and name C4D) 1.45 0.01 0.01 
1 and name CAD) 1.53 0.02 0.02 
1 and name CBD) 2.56 0.02 0.02 
1 and name CCD) '3.94 0.05 0.04 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



assign (sag id HEM and resid 
assxgn (segid HEM and resid 
assign (aegid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and tesid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and re3id 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and re3id 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and lesid 
80 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 



assign 
assign 
assign 
assign 
assign 



I and name C3D) (segid HEM and resid 
1 and name C3D) (segid HEM and resid 
1 and name C3D) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
i and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and lesid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4A) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B> (segid HEM and res id 
a and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and tesid 
1 and name C4BJ (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4B) (segid HEM and resid 
1 and name C4C) (segid HEM and res id 
1 and name C4C) (segid HEM and resad 
1 and name C4C) (segid HEM and resid 
1 and name C4C) (segid HEM and resid 
X and name C4C) (segid HEM and resid 
1 and name C4C) (segid HEM and resid 
1 and name C4C) (segid HEM and resid 
1 and name C4C) (segid HEM and resid 
1 and name C4C) (segid HEM and resid 
1 and name C4C) (segid HEM and resid 
X and name C4D) (segid HEM and resid 
X and name C4D) (segid HEM and resid 
X and name C4D) (segid HEM and resid 
X and name C4D) (segid HEM and resid 
X and name C4D) (segid HEM and resid 
X and name C40J (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
X and name CAA) (segid HEM and resid 
1 and name CAA) (segid HEM and resid 
1 and name CAA) (segid HEM and resid 
1 and name CAA) (segid HEM and resid 
1 and name CAA) (segid HEM and resid 
1 and name CAB) (segid HEM and resid 
1 and name CAB) (segid HEM and resid 
1 and name CAB) (segid HEM and resad 
1 and name CAB) (segid HEM and resid 
1 and name CAB) (segid HEM and resid 
X and name CAB) (segad HEM and resid 
1 and name CAB) (segid HEM and resid 
1 and name CAC) (segad HEM and resid 
1 and name CAC) (segid HEM and resid 
1 and name CAC) (segid HEM and resid 



1 and name CMD) 
1 and name 01D) 
1 and name 02D) 
X and name CXB) 
X and name C1C) 
X and name C1D) 
X and name C2B) 
X and name C2C) 
X and name C2D) 
1 and name C3B) 
1 and name C3C) 
1 and name C3D) 
X and name C4B) 
X and name C4C) 
X and name C4D) 
1 and name CAA.) 
1 and name CAB) 
1 and name CAD) 
X and name CBA) 
1 and name CBB) 
X and name CBD) 
1 and name CGA) 
X and name CMA) 
1 and name CMB) 
1 and name CMD) 
1 and name OXA) 
1 and name 02A) 
X and name C1C) 
1 and name C1D) 
1 and name C2C) 
1 and name C2D) 
X and name C3C) 
X and name C3D) 
1 and name C4C) 
1 and name C4D) 
X and name CAB) 
X and name CAC) 
X and name CBB) 
1 and name CBC) 
1 and name CMB) 
1 and name CMC) 
X and name CXD) 
1 and name C2D) 
1 and name C3D) 
1 and name C4D) 
1 and name CAC) 
1 and name CAD) 
1 and name CBC) 
1 and name CBD) 
1 and name CMC) 
1 and name CMD) 
1 and name CAD) 
X and name CBD) 
1 and name CGD) 
1 and name CMD) 
1 and name OXD) 
X and name 02D) 
1 and name CXB) 
X and name C1D) 
1 and name C2B) 
1 and name C2D) 
X and name C3D) 
1 and name C4B) 
1 and name C4D) 
X and name CAD) 
X and name CBA) 
X and name CBD) 
X and name CGA) 
1 and name CGD) 
X and name OXA) 
1 and name OXD) 
X and name 02A) 
X and name 02D) 
X and name CXC) 
1 and name C2C) 
1 and name C3C) 
1 and name C4C) 
3 and name CAC) 
1 arid name CBB) 
X and name CMC) 
1 and name CXD) 
1 and name C2D) 
1 and name C3D) 



2.58 
4.77 
4.14 
2.4b 
5.65 
5.55 
3.79 
7.05 
6.36 
4.66 
7.25 
5.74 
4.26 
6.06 
4.30 
3.73 
6.09 
6.65 
4.50 
6.99 
7.21 
5.92 
2.66 
4.49 
7.89 
6.44 
6.70 
2.49 
5.66 
3.82 
7.05 
4.72 
7.25 
4.30 
6.06 
2.52 
6.13 
3.80 
7.00 
3.77 
4.51 
2.45 
3.79 
4.68 
4.28 
2.52 
6.19 
3.68 
6.89 
3.77 
4.51 
2.65 
3.47 
4.84 
3.75 
5.68 
5.27 
6.17 
6.66 
7.47 
6.68 
5.47 
7.84 
4.55 
5.48 
1.51 
5.81 
2.56 
6.30 
2.93 
7.06 
3.55 
6.20 
4.39 
5.31 
6.52 
6.50 
7.83 
1.40 
5.29 
4.36 
5.26 
6.49 



0.03 
0.19 
0.18 
0.04 
0.04 
0.04 
0.02 
0.03 
0.04 
0.05 
0.04 
0.05 
0.03 
0.05 
0.04 
0.04 
0.06 
0.05 
0.05 
0.07 
0.09 
0.06 
0.03 
0.02 
0.05 
0.06 
0.1X 
0.03 
0.07 
0.02 
0.05 
0.03 
0.05 
0.03 
0.05 
0.04 
0.04 
0.05 
0.07 
0.03 
0.03 
0.04 
0.04 
0.03 
0.03 
0.05 
0.05 
0.XX 
0.07 
0.02 
0.02 
0.02 
0.04 
0.06 
0.03 
0.22 
0.X7 
0.06 
0.04 
0.05 
0.04 
0.05 
0.05 
0.05 
0.09 
0.01 
0.13 
0.04 
0.X5 
0.X7 
0.46 
0 
0 
0 
0 
0 
0 



03 
19 
18 
.04 
.04 
.03 
.02 
.03 
0.05 
0.04 
0.04 
0.04 
0.03 
0.05 
0.04 
0.03 
0.07 
0.05 
0.05 
0.07 
0.08 
0.07 
0.03 
0.02 
0.04 
0.07 
0.11 
0.03 
0.06 
0.01 
0.06 
0.03 
0.06 
0.03 
0.05 
0.03 
0.04 
0.06 
0.08 
0.02 
0.04 
0.04 
0.03 
0.03 
0.03 
0.05 
0.04 
0.12 
0.08 
0.01 
0.02 
0.02 
0,05 
0.05 
0.02 
0.22 
0.18 
0.06 
0.04 
0.06 
0.04 
0.06 
0.05 
0.04 
0.08 
0.02 
0.14 
0.04 
0.16 
0.17 
0.46 
0.21 
0.21 
0.04 
0.04 
0.04 
0.05 
0.07 
0.04 
0.08 
0.07 
0.07 
0.07 



21 
21 
04 
04 
,03 
.05 
0.06 
0.04 
0.07 
0.07 
0.08 
0.08 
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assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
5 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
10 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
15 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
20 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
25 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
30 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign [segid HEM and resid 
assign (segid HEM and resid 
35 assign (seqid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
40 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
45 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
50 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
55 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
60 assign I segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
65 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
70 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
75 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
80 assign (segid HEM and resid 
assign (sogid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 



1 and name CAC) (segid HEM and resid 
1 and name CAC) <:>egjd HEM and resid 
1 and name CAC) (segid HEM and resid 
1 and name CAC) (segid HEM and resid 
1 and name CAD) (segid HEM and resid 
1 and name CAD) (segid HEM and resid 
1 and name CAD) (segid HEM and resid 
1 and name CAD) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBA) (segid HEM and resid 
1 and name CBB) (segid HEM and resid 
1 and name CBB) (segid HEM and resid 
1 and name CBB) (segid HEM and resid 
1 and name CBB) (segid HEM and resid 
1 and name CBB) (segid HEM and resid 
1 and name CBC) (segid HEM and resid 
1 and name CBC) (segid HEM and resid 
1 and name CBC) (segid HEM and resid 
1 and name CBC) (segid HEM and resid 
X and name CBC) (segid HEM and resid 
1 and name CBD) (segid HEM and resid 
1 and name CBD) (segid HEM and resid 
1 and name CBD) (segid HEM and resid 
1 and name CGA) (segid HEM and resid 
1 and name CGA) (segid HEM and resid 
1 and name CGA) (segid HEM and resid 
1 and name CGA) (segid HEM and resid 
1 and name CGA) (segid HEM and resid 
1 and name CGA) (segid HEM and resid 
1 and name CGA) (segid HEM and lesid 
1 and name CGA) (segid HEM and resid 
X and name CGD) (segid HEM and resid 
1 and name CGD) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name . CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
X and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
X and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
X and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
1 and name CHA) (segid HEM and resid 
X and name CHA) (segid HEM and resid 
X and name CHA) (segid HEM and resid 
X and name CHA) (segid HEM and resid 
X and name CHB) (segid HEM and resid 
X and name CHB) (segid HEM and resid 
X and name CHB) (segid HEM and resid 
X and name CHB) (segid HEM and resxd 
1 and name CHB) (segid HEM and resid 
X and name CHB) (segid HEM and resid 
X and name CHB) (segid HEM and resid 



1 and name C4D) 6.48 0.08 0.08 
1 and name CAD) 7.85 0.09 O.X0 
1 and name CBC1 1.40 0.04 0.04 
X and name CMD) 5.30 0.06 0.06 
1 and name CBD) 1.53 0.02 0.0X 
1 and name CGD) 2.57 0.04 0.03 
1 and name OXD) 3.48 0.27 0.28 
X and name 02D) 2.98 0.26 0.26 
X and name CXB) 6.90 0.X0 0.09 
1 and name C1D) 7.23 0.28 0.27 
1 and name C2D) 7.X6 0.30 0.30 
1 and name C3D) 5.94 0.29 0.28 
X and name C4D) 5.X4 0.28 0.27 
1 and name CAD) 5.79 0.30 0.29 
1 and name CBD) 6.06 0.30 0.31 
1 and name CGA) X.53 0.02 0.02 
1 and name CGD) 6.38 0.35 0.34 
1 and name OXA) 2.38 0.02 0.03 
X and name 02A) 2.37 0.04 0.03 
X and name 02D) 6.27 0.39 0.39 
1 and name CXC) 5.69 0.07 0.08 
X and name C2C) 6.54 0.09 0.08 
X and name C3C) 7.80 0.09 0.08 
X and name C4C) 7.82 0.08 0.07 
X and name CMC) 6.35 0.X2 0.13 
X and name CXD) 5.47 0.X6 0.17 
X and name C2D) 6.30 0.X6 0.X6 
X and name C3D) 7.54 0.17 0.X6 
X and name C4D) 7.59 0.X5 0.15 
X and name CMD) 6.X6 0.X8 0.18 
X and name CGD) X.54 0.03 0.02 
X and name OXD) 2.37 0.03 0.02 
X and name 02D) 2.39 0.0X 0-0X 
X and name C3D) 6.83 0.XX 0.11 
X and name C4D) 6.25 O.X0 0.09 
X and name CAD) 6.38 0.X5 0.14 
1 and name CBD) 6.47 0.27 0.27 
1 and name CGD) 6.44 0.30 0.30 
X and name OlA) 1.23 0.01 0.01 
X and name 02A) 1.24 0.01 0.0X 
X and name 02D) 6.X8 0.34 0.35 
X and name OXD) X.22 0.01 0.02 
X and name 02D) X.24 0.0X 0.00 
1 and name CXA) X.40 0.0X 0.0X 
X and name ClB) 5.42 0.03 0.02 
X and name CXC) 6.28 0.02 0.02 
X and name CXD) 3.52 0.02 0.02 
X and name C2A) 2.52 0.OX 0.02 
1 and name C2B) 6.86 0.02 0.02 
1 and name C2C) 7.30 0.02 0.0X 
1 and name C2D) 3.58 0.02 0.0X 
X and name C3A) 3.60 0.03 0.03 
X and name C3B) 7.30 0.02 0.02 
1 and name C3C) 6.82 0.02 0.03 
1 and name C3D) 2.5X 0.02 0.02 
X and name C4A) 3.54 0.02 0.03 
X and name C4B) 6.29 0.03 0.03 
1 and name C4C) 5.39 0.02 0.02 
X and name C4D) X.39 0.01 0.0X 
X and name CAA) 3.X7 0.04 0.04 
X and name CAC) 7.72 0.07 0.0B 
1 and name CAD) 3.X3 0.04 0.04 
I and name CBA) 3.85 0.27 0.26 
1 and name CBD) 3.80 0.05 0.05 
1 and name CGA) 5.00 0.12 0.XX 
1 and name CGD) 4.92 0.07 0.08 
1 and name CHB) 4.83 0.03 0.03 
X and name CHC) 6.78 0.04 0.03 
1 and name CHD) 4.80 0.02 0.03 
1 and name CMA) 5.04 0.03 0.04 
1 and name CMB) 7.88 0.03 0.02 
1 and name CMD) 5.02 0.03 0.03 
1 and name OXA) 5.47 0.15 O.XS 
X and name OlD) 5.79 0.32 0.32 
1 and name 02A) 5.71 0.26 0.26 
X and name 02D) 5.19 0.19 0.19 
1 and name CXA) 3.53 0.02 0.03 
1 and name CXB) X.38 0.02 0.02 
1 and name CXC) 5.4X 0.02 0.03 
X and name CXD) 6.30 0.03 0.04 
1 and name C2A) 3.56 0.02 0.02 
I and name C2B) 2.50 0.0X 0.02 
t and name C2C) 6.85 0.02 0.03 
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assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and lesid 
5 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
10 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
15 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
20 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
25 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
30 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
35 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
40 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (aegid HEM and resid 
45 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
50 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
55 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (sogid HEM and resid 
60 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
65 assign (segid HEM and resid 
assign (segid HEM and resid 
' assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
70 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
75 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
80 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 



1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHB) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
X and name CHC) 
1 and name CHC) 
X and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
X and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHC) 
1 and name CHD) 
1 and name CHD) 
1 and name CHD) 
X and name CHD) 
X and name CHD) 
1 and name CHD) 
1 and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
1 and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
X and name CHD) 
1 and name CHD) 
1 and name CHD) 
X and name CHD) 
X and name CMA) 
X and name CMA) 
1 and name CMA) 
X and name CHA) 
X and name CMA) 
X and name CMA) 
X and name CMA) 
X and name CMA) 
X and name CMA) 
X and name CMA) 
X and name CMA) 
X and name CMA) 



(seqid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 



X and name C2D) 
X and name C3A) 
X and name C3B) 
and name C3C) 
and name C3D) 
and name C4A) 
and name C4B) 
and name C4C) 
and name C4D) 
and name CAA) 
and name CAB) 
and name CAD) 
and name CBA) 
and name CBB) 
and name CGA) 
and name CHC) 
and name CHD) 
and name CMA) 
and name CMB) 
and name CMC) 
and name OXA) 
and name CXA) 
and name CXB) 
and name CXC) 
and name C1D) 
and name C2A) 
and name C2B) 
and name C2C) 
and name C2D) 
and name C3A) 
and name C3B) 
and name C3C) 
and name C3D) 
and name C4A) 
and name C4B) 
and name C4C) 
and name C4D) 
and name CAB) 
and name CAC) 
and name CBB) 
and name CBC) 
and name CHD) 
and name CMA) 
and name CMB) 
and name CMC) 
and name CMD) 
and name CXA) 
and name CXB) 
and name CXC) 
and name CXD) 
and name C2A) 
and name C2B) 
and name C2C) 
and name C2D) 
and name C3A) 
and name C3B) 
and name C3C) 
and name C3D) 
and name C4A) 
and name C4B) 
and name C4C) 
and name C4D) 
and name CAA) 
and name CAB) 
and name CAC) 
and name CAD) 
and name CBC) 
and name CBD) 
and name CGD) 
and name CMC) 
and name CMD) 
and name CXB) 
and name CXD) 
and name C2B) 
and name C3B) 
and name C3D) 
and name C4B) 
and name C4D) 
and name CAA) 
and name CAB) 
and name CBA) 
and name CCA) 
and name CMB) 



X 

i 
X 

1 

X 
X 
X 
X 
X 
X 

1 

X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 

1 

X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 

1 

X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 

1 

X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 
X 



7.32 
2.49 
3.57 
7.3X 
6.86 
i.38 
3.5X 
6.30 
5.4X 
4.99 
4.94 
7.89 
5.72 
5.73 
7.X2 
4.80 

6. ex 

3.X2 
3.X2 
7. 87 
7.63 
6.27 
3.52 
i.39 
5.37 
7.26 
3.60 
2.51 
6.82 
6.81 
2.52 
3.58 
7.27 
5.37 
X.39 
3.51 
6.26 
3. OX 
4.95 
4.32 
5.75 
4.79 
7.86 
5.06 
3.X3 
7.86 
5.40 
6.3X 
3.SX 
X.38 
6.83 
7.32 
3.58 
2.50 
7.29 
6.85 
2.49 
3.56 
6.29 
5.40 
X.38 
3.51 
7.89 
7.73 
2.99 
5.01 
4.13 
5.77 
7.24 
5.04 
3.13 
4.50 
7.88 
5.42 
6.63 
7.52 
6.62 
6.2X 
3.X7 
7.94 
3.74 
4.85 
5.38 



0.04 
0.0X 
0.02 
0.03 
0.05 
0.02 
0.03 
0.03 
0.05 
0.05 
0.06 
0.05 
0.05 
0.06 
0.05 
0.03 
0.03 
0.05 
0.02 
0.04 
0.1X 
0.02 



0.05 
0.01 
0.03 
0.03 
0.05 
0.0X 
0.02 
0.03 
0.04 
0.05 
0.06 
0.05 
0.05 
0.06 
0.06 
0.03 
0.04 
0.04 
0.03 
0.04 
0.XX 
0.03 
0.02 
0.01 
0.05 
0.03 
0.03 
0.02 
0.06 
0.02 
0.0X 
0.0X 
0.05 
0.03 
0.01 
0.01 
0.04 
0.03 
0.04 
0.07 
0.06 
0.03 
0.04 
0.02 
0.04 
0.04 
0.04 
0.03 
0.03 
0.02 
0.03 
0.03 
0.03 
0.03 
0.03 
0.03 
0.03 
0.02 
0.04 
0.04 
0.02 
0.02 
0.05 
0.06 
0.06 
0.03 
0.X7 
0.08 
0.08 
0.03 
0.02 
0.04 
0.04 
0.03 
0.04 
0.05 
0.03 
0.05 
0.10 
0.04 
0.X5 
0.05 
0.05 



03 
01 
OS 
.03 
.02 
0.02 
0.05 
0.02 
0.01 
0.02 
0.05 
0.02 
0.0X 
0.02 
0.05 
0.03 
0.05 
0.06 
0.06 
0.04 
0.03 
0.02 
0.04 
0.04 
0.03 
0.03 
0.03 
0.01 
0-03 
0.03 
0.02 
0.02 
0.04 
0.03 
0.03 
0.02 
0.04 
0.04 
0.02 
0.03 
0.04 
0.07 
0.06 
0.03 
0.17 
0.07 
0.08 
0.03 
0.03 
0.05 
0.05 
0.03 
0.04 
0.05 
0.03 
0.05 
0.10 
0.03 
0.16 
0.05 
0.05 
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assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
5 assign (segid HEM and tesid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (seqid HEM and resid 
10 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
15 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign Oegid HEM and resid 
assign (segid HEM and resid 
20 assign (segid HEM and resid 
assign (segid HEM and resid 
♦assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
25 assign isegid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
30 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
35 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
40 assign (segid HEM and resid 
assiqn (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
45 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
50 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (3egid HEM and resid 
assign (segid HEM and resid 
55 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (seqid HEM and tesid 
assign (segid HEM and resid 
assign (segid HEM and resid 
60 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
65 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
70 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
75 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (sogid HEM and resjd 
assign (seqid HEM and resid 
80 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 



1 

1 

1 

1 

1 

1 

1 

1 

1 
1 
1 
1 
1 
1 
1 
1 
1 



1 and name CMA) (segid HEM and resid 
1 and name CMA) (segid HEM and resid 
1 and name CMB) (segid HEM and resid 
1 and name CMB) (segid HEM and resid 
1 and name CMB) (segid HEM and resid 
1 and name CMB) (segid HEM and resid 
1 and name CMB) Isegid HEM and resid 
1 and name CMC) (segid HEM and resid 
1 and name CMC) (segid HEM and resid 
1 and name CMC) (segid HEM and resid 
1 and name CMC) (segid HEM and resid 
1 and name CMC) (segid HEM and resid 
1 and name CMD) (segid HEM and resid 
1 and name CMD) Isegid HEM and resid 
1 and name CMD) (segid HEM and resid 
X and name CMD) (segid HEM and tesid 
1 and name CMD) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (sogid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
1 and name FE > (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) t segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FB ) (segid HEM and tesid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
X and name FE ) (segid HEM and resid 
1 and name FE ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name HA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) Isegid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and tesid 
X and name NA ) (segid HEM and resid 
X and name NA ) t segid HEM and resid 
1 and name NA ) (segid HEM and resid 
1 and name NA ) (segid HEM and resid 
X and name NA ) t^egid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA ) (segid HEM and resid 
X and name NA > (segid hem and resid 
X and name NA > (segid HEM and resid 



and name 01A) 5.24 0.2X 
and name 02A) 5.63 0.12 
and name C1C) 6.25 0.03 
and name C2C) 7.55 0-02 
and name C4C) 7.91 
and name CAB) 3.26 
and name CBB) 3.31 
and name C1D) 6.20 
and name C2D) 7.5X 
and name C4D) 7.87 
and name CAC) 3.27 
and name CBC) 3.52 
and name CAD) 3.20 
and name CBD) 3.93 
and name CGD) 5.09 
and name 01D) 5.66 
and name 02D) 5.7X 
X and name CXA) 3.04 
X and name CXB) 3.05 
and name C1C) 3.02 
and name C1D) 3.05 
and name C2A) 4.27 
and name C2B) 4.29 
and name C2C) 4.26 
and name C2D) 4.29 
and name C3A) 4.28 
and name C3B) 4.26 
X and name C3C) 4.27 
1 and name C3D) 4.28 
and name C4A) 3.04 
and name C4B) 3.02 
and name C4C) 3.04 
and name C4D) 3.04 
and name CAA) 5.66 
and name CAB) 5.5X 
and name CAC) 5.53 
and name CAD) 5.67 
and name CBA) 6.4X 
and name CBB) 6.75 
and name CBC) 6.65 
and name CBD) 6.33 
and name CGA) 7. BO 
and name CGD) 7.77 
and name CHA) 3.4X 
and name CHB) 3.43 
and name CHC) 3.37 
and name CHD) 3.42 
and name CMA) 5.68 
and name CMB) 5.67 
and name CMC) 5.65 
and name CMD) 5.68 
X and name NA ) 2.00 
X and name NB ) 2. OX 
X and name NC ) X.99 
X and name ND ) 2.02 
X and name CXA) 1.38 
X and name CXB) 2.98 
X and name CXC) 4.93 
X and name CXD) 4.X8 
X and name C2A) 2.32 
X and name C2B) 4.43 
X and name C2C) 6. 
X and name C2D) 4. 
X and name C3A) 2. 
X and name C3B) 4. 
X and name C3C) 6 
X and name C3D) 4 
X and name C4A) 1 
X and name C4B) 4 
X and name C4C) 4 
X and name C4D) 2 
X and name CAA) 
X and name CAB) 
1 and name CAC) 
X and name CAD) 
X and name CBA) 
X and name CBB) 
1 and name CBD) 
X and name CGA) 
X and name CGD) 
X and name CHA) 
X and name CHB) 
X and name CHC) 



0.2X 
0.12 
0.03 
0.03 
0-03 
0.05 
0.07 
0.04 
0.04 
0.03 



05 
0.14 
0.06 
0.08 
0.09 
0.X8 
O.XX 
0.02 
0.03 
0.03 
0.03 



X 
X 

1 

X 

1 
1 

X 

1 
1 

X 
X 
X 
X 

1 

X 
X 
X 
X 

1 

X 
X 
X 



02 
04 
08 
.04 
.03 
.03 
.06 
0.X4 
0.06 
0.09 
0.08 
0.X8 
0.12 
O.OX 
0.02 
0.03 
0.03 
0.02 
0.03 
0.02 
0.03 
0.03 
0.03 
0.04 
0.03 

o.ox 

0.03 
0.04 
O.OX 
0.02 
0.07 
0.07 
0.02 
0.X9 
0.07 
0.X1 
0.03 
0.XO 
0.07 
0.02 
0.04 
0.03 
0.05 
0.04 
0.03 
0.02 
0.02 
0.03 
0.05 
0.04 
0.05 
O.OX 
0.03 
0.06 
0.05 
0.04 
0.02 
0.04 
0.04 
0.04 
0.04 
0.06 
0.04 
0.03 
0.05 
0.07 
0.04 
0.03 
0.08 
0.09 
0.04 
0.X1 
0.07 
0.06 
0.08 
0.08 
0.01 
0.03 
0.04 



02 
03 
.03 
,02 
.02 
0.04 
0.04 
0.03 
0.02 
0.04 
0.05 
0.02 
0.02 
0.07 
0.08 
0.02 
0.19 
0.07 



23 
.99 
.33 
.98 
.23 
.42 
.39 
.17 
.93 
.97 
3.79 
6.39 
7.45 
5.44 
4.57 
7.45 
6.06 
6.00 
7.28 
2.45 
2.46 
4.98 



0.12 
0.04 
0.10 
0.06 
0.02 
0.04 
0.03 
0.04 
0.04 
0.04 
O.OX 
0.02 
0.03 
0.05 
0.05 
0.04 
O.OX 
0.04 
0.05 
0.05 
0.03 
0.02 
0.05 
0.04 
0.04 
0.04 
0.06 
0.03 
0.02 
0.04 
0.07 
0.04 
0.03 
0.07 
0.08 
0.04 
0.X2 
0.07 
0.05 
0.07 
0.07 
O.OX 
0.03 
0.04 
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assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
5 assign (segid HEM and tesid 
assign (segid HEM and lesid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segxd HEM and resid 
10 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
15 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and lesid 
assign (segid HEM and resid 
assign (segid HEM and resid 
20 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign- (segid HEM and lesid 
25 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
30 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
35 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
40 assign (segid hem and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
45 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and lesid 
assign (segid HEM and resid 
assign (segid HEM and resid 
50 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
55 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
60 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
65 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
70 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
75 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
80 assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 
assign (segid HEM and resid 



1 and name NA ) (segid HEM and resid 
X and name HA ) (segid HEM and lesid 
1 and name NA ) (segid HEM and resid 
1 and name NA ) (segid HEM and resid 
1 and name NA ) (segid HEM and resid 
1 and name NA ) (segid HEM and resid 
1 and name NA ) Isegid HEM and resid 
1 and name NA > (segid HEM and resid 
1 and name NA ) (segid HEM and resid 
1 and name NA ) (segid HEM and resid 
1 and name NA ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB } Isegid HEM and resid 
1 and name NB J (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
X and name NB > (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NB ) (segid HEM and resid 
1 and name NC > (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC > (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC } (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
X and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name NC ) (segid HEM and resid 
1 and name ND ) (segid HEM and resid 
1 and name ND ) (segid HEM and resid 
1 and name ND ) (segid HEM and resid 
1 and name ND ) (segid HEM and resid 
1 and name ND ) (segid HEM and resid 
1 and name ND ) (segid HEM and resid 
1 and name ND ) (segid HEM and resid 



1 and name CHD) 5.00 0.05 0.05 
1 and name CMA) 3.81 0.05 0.05 
1 and name CMB) 5.44 0.02 0.02 
1 and name CMC) 7.57 0.04 0.04 
X and name CMD) 6.51 0.05 0.04 
1 and name NB ) 2.81 0.05 0.06 
1 and name NC ) 3.97 0.07 0.06 
1 and name ND ) 2.82 0.06 0.06 
1 and name 01A) 6.54 0.07 0.06 
1 and name 02A) 6.75 0.11 0.11 
1 and name 02D) 7.59 0.15 0.16 
1 and name CIA) 4.18 0.04 0.04 
1 and name ClB) 1.38 0.03 0.02 
1 and name CIO 2.99 0.02 0.03 
1 and name C1D> 4.95 0.07 0.07 
1 and name C2A) 4.96 0.03 0.04 
1 and name C2B) 2.34 0.04 0.03 
1 and name C2C) 4.43 0.02 0.02 
1 and name C2D) 6.25 0.06 0.07 
1 and name C3A) 4.39 0.02 0.02 
1 and name C3B) 2.32 0.02 0.02 
1 and name C3C) 5.01 0.04 0.03 
1 and name C3D) 6.25 0.06 0.06 
1 and name C4A) 2.95 0.04 0.04 
1 and name C4B) 1.37 0.02 0.01 
1 and name C4C) 4.20 0.05 0.05 
1 and name C4D) 4.95 0.06 0.06 
1 and name CAA) 6.48 0.05 0.06 
1 and name CAB) 3.66 0.04 0.05 
1 and name CAC) 6.42 0.06 0.06 
1 and name CAD) 7.60 0.07 0.06 
1 and name CBA) 7.20 0.14 0.15 
1 and name CBB) 4.84 0.05 0.06 
1 and name CBC) 7.41 0.09 0.10 
1 and name CHA) 5.02 0.04 0.03 
1 and name CHB) 2.44 0.02 0.01 
3 and name CHC) 2.44 0.03 0.02 
1 and name CHD) 5.02 0.05 0.05 
1 and name CMA) 5.43 0.04 0.04 
1 and name CMB) 3.80 0.04 0.04 
1 and name CMC) 5.45 0.03 0.03 
1 and name CMD) 7.61 0.06 0.05 
1 and name NC ) 2.84 0.05 0.04 
1 and name ND ) 4.00 0.09 0.08 
1 and name CIA) 4.94 0.05 0.04 
1 and name ClB) 4.21 0.03 0.03 
1 and nameCIC) 1.37 0.01 0.02 
1 and name C1D) 2.95 0.04 0.04 
I and name C2A) 6.23 0.05 0.04 
1 and name C2B) 5.02 0.03 0.04 
1 and name C2C) 2.33 0.02 0.03 
X and name C2D) 4.40 0.04 0.04 
1 and name C3A) 6.23 0.03 0.04 
1 and name C3B) 4.44 0.03 0.02 
1 and name C3C) 2.32 0.02 0.03 
1 and name C3D) 4.97 0.04 0.04 
1 and name C4A) 4.93 0.05 0.06 
1 and name C4B) 2.99 0.03 0.03 
1 and name C4C) 1.37 0.00 0.01 
1 and name C4D) 4.17 0.04 0.03 
1 and name CAA) 7.58 0.04 0.05 
1 and name CAB) 5.31 0.05 0.05 
1 and name CAC) 3.67 0.04 0.05 
1 and name CAD) 6.48 0.04 0.05 
1 and name CBB) 6.64 0.08 0.07 
1 and name CBC) 4.76 0.10 0.09 
1 and name CBD) 7.18 0.06 0.07 
1 and name CHA) 5.00 0.02 0.02 
\ and name CHB) 5.02 0.03 0.03 
1 and name CHC) 2.44 0.03 0.02 
I and name CHD) 2.43 0.01 0.02 
1 and name CMA) 7.59 0.04 0.05 
X and name CMB) 6.55 0.03 0.03 
X and name CMC) 3.80 0.02 0.03 
X and name CMD) 5.44 0.03 0.02 
1 and name ND ) 2.80 0.05 0.05 
X and name CIA) 2.98 0.03 0.04 
X and name ClB) 4.97 0.07 0.06 
X and name C1C) 4.16 0.04 0.05 
X and name C1D) 1.37 0.01 O.01 
X and name C2A) 4.42 0.02 0.03 
1 and name C2B) 6.27 O.06 0.06 
X and name C2C) 4.98 0.04 0.03 



:<>!-' 
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assign (segxd HEM and resid 
assign (segxd HEM and res id 
assign (segxd HEM and resid 
assign (segxd HEM and resid 
5 assxgn (segid HEM and resid 
assxgn (segid HEM and resxd 
assxgn (segid HEM and resid 
assxgn (segxd HEM and resid 
assxgn (segxd HEM and resid 
10 assxgn (segxd HEM and resxd 
assxgn (segxd HEM and resxd 
assxgn (segid HEM and resid 
assxgn (segxd HEM and resid 
assxgn (segxd HEM and resxd 
15 assign (segxd HEM and tesxd 
assxgn (segxd HEM and resid 
assign (segxd HEM and resxd 
assign (segxd HEM and resid 
assxgn (segid HEM and resid 
20 assxgn (segxd HEM and resxd 
assxgn (segxd HEM and resxd 
assign (segid HEM and resxd 
assxgn (segxd HEM and resxd 
assxgn (segxd HEM and resid 
25 assxgn (segxd HEM and resid 
assxgn (segid HEM and resid 
assxgn (segid HEM and resid 
assxgn (segid HEM and resid 
assxgn (segxd HEM and resid 
30 assxgn (segxd HEM and resxd 
assxgn (segxd HEM and resid 
assxgn (segxd HEM and resid 
assign (segxd HEM and resxd 
assxgn (segxd HEM and resid 
35 assxgn (segxd HEM and re3xd 
assign (segid HEM and resid 
assxgn (segxd HEM and resid 
assxgn (segxd HEM and resid 
assxgn (segxd HEM and resxd 
40 assxgn (segxd HEM and resxd 
assxgn (segxd HEM and resxd 
assxgn (segxd HEM and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
45 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
50 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
55 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
60 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
65 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
70 assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
75 assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn I segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
80 assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND } 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND > 
I and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name ND ) 
1 and name OlA) 
1 and name OlA) 
1 and name OlA) 
1 and name OlA) 
1 and name OlA) 
1 and name OlA) 
1 and name OlA) 
1 and name OlD) 
1 and name 02A) 
1 and name 02A) 
1 and name 02A) 
1 and name 02A) 
1 and name 02A) 
1 and name 02A) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name C ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 



(segxd HEM and resxd 
(segid HEM and resid 
(eegid HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segid HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segid HEM and resid 
(segid HEM and resid 
(segxd HEM and resxd 
(segid HEM and resxd 
(segxd HEM and resxd 
(segid HEM and resid 
(segid HEM and resxd 
(segxd HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
(segid HEM and resid 
(segxd HEM and resxd 
(segxd HEM and resxd 
(seqxd HEM and resxd 
(segxd HEM and resid 
(segxd HEM and resxd 
(segid HEM and resxd 
(segxd HEM and resid 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
(segid HEM and resid 
(segxd HEM and resxd 
(segid HEM and resxd 
(segid HEM and resid 
(segid HEM and resxd 
(segid HEM and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd HEM and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 



L and name C2D) 
1 and name C3A) 
1 and name C3D) 
1 and name C3C) 
1 and name C3D) 
1 and name C4A) 
1 and name C4B) 
1 and name C4C) 
1 and name C4D) 
1 and name CAA) 
1 and name CAB) 
1 and name CAC) 
1 and name CAD) 
1 and name CBA) 
1 and name CBC) 
i and name CBD) 
1 and name CGA) 
1 and name CGD) 
1 and name CHA) 
1 and name CHB) 
1 and name CHC) 
1 and name CHD) 
1 and name CMA) 
1 and name CMB) 
1 and name CMC) 
1 and name CMD) 
1 and name OlD) 
1 and name 02 D) 
1 and name C3D) 
. 1 and name C4D) 
1 and name CAD) 
1 and name CBD) 
1 and name CGD) 
1 and name 02A) 
1 and name 02D) 
1 and name 02D) 
1 and name C3D) 
1 and name C4D) 
1 and name CAD) 
1 and name CBD) 
1 and name CGD) 
1 and name 02D) 
246 and name C ) 
246 and name CB ) 

246 and name O ) 

247 and name CA ) 
247 and name CB ) 
247 and name N ) 
250 and name CB ) 

1 and name CGD) 
1 and name OlD) 
1 and name 02 D) 

66 and name O ) 

67 and name C ) 
67 and name CA ) 
67 and name CB ) 
67 and name N ) 

67 and name O ) 

68 and name C ) 
68 and name CA ) 
68 and name N ) 

68 and name O ) 

69 and name C ) 
69 and name CA ) 

69 and name N ) 
•70 and name CA ) 

70 and name N ) 
70 and name O ) 
75 and name CA ) 
7S and name CG ) 
78 and name CA ) 
78 and name CB ) 

134 and name CA ) 

135 and name CA ) 

137 and name CA ) 
338 and name CA ) 

138 and name CB ) 
157 and name CA ) 
160 and name CA ) 
160 and name CB ) 
188 and name CA ) 
191 and name CA ) 
191 and name CB ) 



0.03 
0.05 
0.07 
0.02 
0.03 
0.05 
0.07 
0.03 
0.02 
0.04 
0.10 
0.07 



2.33 
5.01 
6.25 
4.39 
2.32 
4.20 
4.94 
2.96 
1.38 
5.47 
7.45 
5.29 
3.79 
6.10 
6.42 
4.57 
7.33 
6.03 
2.45 
5.03 
4.99 
2.43 
6.52 
7.61 
6.50 
3.79 
6.82 
6.54 
7.27 
6.73 
6.72 
6.69 
6.52 
2.17 
6.20 
2.17 
7.34 
6.86 
6.80 
6.91 
6.75 
6.46 
6.08 
6.16 
5.92 
5.79 
6.07 
5.99 
5.75 
7.00 
7.08 
6.82 
1.23 
3.16 
2.44 
3.66 
1.32 
4.10 
5.01 
4.64 
3.35 
5.94 
5.59 
5.54 
4.62 
6.03 
5.44 
7.09 
6.71 
7.14 
6.83 
5.48 
17.33 
18.98 
16.97 
16.25 
15.70 
17.62 
17.30 
16.54 
17.89 
14.76 
14.16 



02 
25 
15 
,05 
.08 
0.05 
0.02 
0.05 
0.06 
0.01 
0.05 
0.05 
0.04 
0.02 
0.16 
0.16 
0.27 
0.19 
0.34 
0.43 
0.45 
0.05 
0.51 
0.04 
0.31 
0.24 
0.39 
0.38 
0.44 
0.53 
0.73 
0.52 
0.84 
0.80 
0.82 
0.70 
0.67 
0.44 
0.55 
0.50 
0.00 
0.12 
0.02 
0.05 
O.Ol 
0.17 
0.27 
0.27 
0.28 
0.42 
0.64 
0.70 
0.71 
0.69 
0.78 
0.41 
0.62 
0.27 
0.69 
0.67 
0.53 
0.41 



0.03 
0.04 
0.07 
0.03 
0.03 
0.04 
0.07 
0.03 
0.02 
0.04 
0.10 
0.07 
0.02 
0.26 
0.16 
0.06 
0.09 
0.06 
0.02 
0.05 
0.05 
0.01 
0.06 
0.05 
0.04 
0.03 
0.15 
0.15 
0.27 
0.20 
0.34 
0.42 
0.46 
0.05 
0.50 
0.04 
0.31 
0.24 



40 
39 
45 
S3 
.73 
.53 
0.85 
0.79 
0.82 
0-71 
0.68 



45 
0.55 
0.50 
0.01 
0.13 
0.02 
0.05 
0.01 
0.17 
0.27 
0.27 
0.28 
0.43 
0.63 
0.69 
0.71 
0.69 
0.78 
0.40 
0.63 



55 
53 
85 
.31 
.11 
.23 
.08 
0.94 
1.05 



27 
69 
,67 
.54 
.42 
.55 
.53 
0.86 
1.31 
1.11 
1.23 
1.09 
0.94 
1.05 



629 



awgn (segid 3A4 and resad 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
0 ™„„ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



66 and name CA ) (segid 3A4 and resid 392 and name CA 
66 and name CA ) (segid 3A4 and resid 192 and name CB 
66 and name CA ) (segid 3A4 and resid 193 and name CA 
66 and name CA ) (segid 3A4 and resid 194 and name CA 
66 and name CA ) (segid 3A4 and resid 194 and name CB 
66 and name CA ) (segid 3A4 and resid 19b and name CA 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 196 and name CA ) 
segid 3A4 and resid 196 and name CB 
(segid 3A4 and resid 197 and name CA 
(segid 3A4 and resid 197 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 200 and name CA ) 
(segid 3A4 and resid 201 and name CA ) 
segid 3A4 and resid 201 and name CB ) 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 end resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a»»a y .. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
t segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA > 
66 and name CA ) 
66 and name CA J 
66 and name CA ) 
66 and name CA ) 
66 and name CA } 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 



0.59 
0.59 
0.65 
0.78 
0.68 
0.49 
0.44 
0.46 
0.45 
0.57 
0.69 
0.60 



(segid 3A4 and tesid 202 and name CA 
(segid 3A4 and resid 202 and name CB 
(segid 3A4 and resid 205 and name CB 
(segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB 
(segid 3A4 and resid 221 and name CA 
(segid 3A4 and resid 221 and name CB 



(segid 3A4 and resid 222 and name CA 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB > 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB 
(segid 3A4 and resid 243 and name O 
(segid 3A4 and resid 244 and name CA 
(segid 3A4 and resid 244 and name CB 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name C ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
Isegid 3A4 and resid 247 and name O ) 
(segid 3A4 and resid 248 and name CA > 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and Tesid 250 and name CA } 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and tesid 252 and name CB > 
=mrf name ca \ (segid 3A4 and resid 253 and name CA ) 
It *nd n^e £ segid 3A4 and resid 254 and name CA ) 
* and nlme CA Ise^d 3A4 and resid 255 and name CA > 
66 and name CA ) (segid 3A4 and resid 256 and name CA 
66 and name CA ) (segid 3A4 and resid 257 and name CA 

s s ss s ! at a s ss a = i 

S 3 = S 1 S3 S3 3 S3 3 = S 

si 3 ss s ! ess S 3 S3 2 3 =S 1 

66 and name CA ) (segid 3A4 and resid 324 and name CA 

S =3 = a ! « SS =3 =S E S 3 

66 and name CA ) (segid 3A4 and resid 384 and name CB 
66 and name CA ) (segid 3A4 and resid 385 and name CA ) 



16.40 
17.56 
18.10 
15.13 
14.20 
13.58 
13.32 
17.00 
18.28 
17.47 
17.49 
14.43 
12.96 
15.31 
15.61 
18.76 
17.01 
17.06 
15.83 
14.60 
18.33 
18.30 
18.42 
14.66 
13.78 
14.15 
14.65 
17.06 
18.44 
15.91 
15.70 
12.66 
11.51 
14.82 
15.74 
17.36 
11.62 
11.46 
12.04 
13.33 
9.69 
10.02 
6.70 
6.92 
5.75 
8.38 
9.88 
8.85 
9.68 
4.95 
5.54 
4.77 
4.92 
6.36 
5.09 
5.54 
4.99 
6.63 
8.69 
9.75 
8.61 
6.84 
5.52 
9.33 
9.62 
12.01 
12.24 
11.85 
11.40 
13.92 
16.48 
17.64 
17.86 
16.76 
17.14 
15.79 
15.97 
16.66 
17.45 
16.81 
17.59 
17.81 
16.98 



61 
56 
58 
58 
.56 
.62 
.59 
0.65 
0.62 
0.65 
0.66 
0.67 
0.73 
0.55 
0.56 
0.56 
0.54 
0.56 
0.59 
0.61 
0.58 
0.83 
0.84 
0.88 
0.61 
0.62 
0.54 
0.54 
0.62 
0.60 
0.64 
0.6? 
0.73 
0.73 
0.73 
0.66 
0.66 
0.61 
0.57 
0.53 
0.67 
0.53 
0.55 
0.60 
0.56 
0.49 
0.54 
0.56 
0.55 
0.53 
0.52 
0.39 
0.40 
0.43 
0.47 
0.55 
0.55 
0.51 
0.47 
0.63 
0.71 
0.77 
1.01 
0.62 
0.88 
1.00 
0.91 
0.91 
0.65 
0.57 
0.87 



0.60 
0.59 
0.65 
0.78 
0.88 
0.49 
0.44 
0.47 
0.45 
0.57 
0.68 
0.60 
0.61 
0.56 
0.58 
0.57 
0.57 
0.62 
0.60 
0.66 
0.61 
0.65 
0.65 
0.66 
0.73 
0.54 
0.55 
0.56 
0.54 
0.56 
0.59 
0.61 
0.58 
0.83 
0.85 
0.88 
0.61 
0.63 
0.53 
0.55 
0.61 
0.60 
0.63 
0.63 
0.72 
0.74 
0.72 
0.67 
0.65 
0.61 
0.58 
0.53 
0.66 
0.52 
0.55 
0.59 
0.57 
0.50 
0.53 
0.57 
0.56 
0.54 
0.53 
0.39 
0.41 
0.44 
0.47 
0.55 
0.55 
0-52 
0.46 
0-63 
0.71 
0.76 
1.01 
0.61 
0.88 
1.01 
0.90 
0.91 
0.64 
0.53 
0.87 



630 



assign (segid 3A4 and rosid 
assign (segid 3A4 and rosxd 
assign (segxd 3A4 and re^xd 
assign (aegid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (sagid 3A4 and resid 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



66 and name CA } 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA > 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA 1 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 
66 and name CA ) 



(segid 3A4 and xesid 386 and name CA ) VJ.90 
(segid 3A4 and xesid 387 and name CA ) 16.99 
(segid 3A4 and lesid 388 and name CA ) 14.15 
(segid 3A4 and resid 388 and name CB ) 13.95 
(segid 3A4 and resid 389 and name CA ) 11. 73 
(segid 3A4 and resid 389 and name CB ) 11.41 
(segid 3A4 and resid 390 and name CA ) ™ 
(segid 3A4 and resid 390 and name CB > 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB 14.29 
(segid 3A4 and resid 392 and name CA 12.40 
(segid 3A4 and resid 392 and name CB 11.06 
(segid 3A4 and resid 393 and name CA ) " " 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 396 and name CB ) 17.77 
(segid 3A4 and resid 397 and name CB ) 18.68 
(segid 3A4 and resid 66 and name C I 



14.20 
15.42 
13.30 



14.27 
17.32 
17.60 



66 and name CA 
66 and name N 
66 and name N 
66 and name N 
66 and name N 
66 and name H 
66 and name N 
66 and name N 
66 and name N 
66 and name N 
66 and name N 
66 and name N 
66 and name H 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(oegid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(seqid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



1.53 
2.39 



66 and name 
66 and name 
66 and name 
66 and name 
66 and name 
66 and name 
66 and name 



(segid 3A4 and resid 

(segid 3A4 and resid 246 and name C ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 246 and name O ) 
(segid 3A4 and resid 247 and name CA > 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 247 and name N ) 
[segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 66 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 



66 and name O ) 

67 and name C > 4.38 
67 and name CA ) 3.67 
67 and name CB ) 4.75 
67 and name N ) 2.44 

67 and name O ) 5.34 

68 and name C ) 5.84 
68 and name CA ) 5.59 
68 and name M ) 4.38 

68 and name O ) 6.73 

69 and name C ) 6.17 
69 and name CA ) 6.08 
69 and name N ) 5.33 

69 and name O ) 6.58 

70 and name CA ) 6.77 

70 and name N ) 6.20 

71 and name CA ) 10.05 

71 and name CB ) 11.12 

72 and name CA 1 11.69 

73 and name CA ) 

73 and name CB ) 

74 and name CA ) 

74 and name CB ) 

75 and name CA ) 

75 and name CB ) 

76 and name CA ) 

76 and name CB ) 

77 and name CA ) 

77 and name CB ) 

78 and name CA ) 

78 and name CB ) 

79 and name CA ) 

79 and name CB ) 

80 and name CA ) 12.05 

81 and name CA ) 11.54 

81 and name CB ) 

82 and name CA ) 

82 and name CB ) 

83 and name CA ) 

83 and name CB ) 13.48 

84 and name CA ) 16.00 

84 and name CB ) 16.33 

85 and name CA ) 

85 and name CB ) 

86 and name CA ) 
86 and name CB ) 14.07 

5.26 
5.54 
4.54 
5.25 
5.8B 
6.43 
5.51 
6.19 
2.40 
1.45 
2.62 
5.18 
4.71 
5.96 
3.60 
6.00 
6.06 
6 



12.24 
13.29 
8.96 
8.30 
7.69 
8.23 
10.72 
12.08 
10.52 
10.73 
7.36 
5.94 
8.71 
9.12 



10.74 
10.77 
9.58 
13.19 



15.71 
14.89 
15.27 



0.75 
0.60 
0.69 
0.84 
0.66 
0.86 
0.54 
0.54 
0.50 
0.52 
0.32 
0.31 
0.56 
0.45 
0.40 
0.68 
0.51 
0.01 
0.02 
0.33 
0.26 
0.15 
0.01 
0.30 
0.22 
0.35 
0.36 
0.49 
0.26 
0.50 
0.65 
0.56 
0.31 
0.50 
0.39 
0.50 
0.73 
1.01 
1.27 
1.13 
1.26 
0.60 
0.48 



0.74 
0.60 



70 
84 

.69 
.87 
.53 
0.53 
0.49 
0.51 
0.31 
0.32 
0.57 
0.45 
0.41 
0.68 
0.50 
0.01 
0.02 
0.33 
0.26 
0.16 
0.01 
0.30 
0.21 
0.35 
0.37 
0-49 
0.27 
0.51 
0.65 
0.55 
0.30 
0.50 



66 and name CA ) 

66 and name O ) 

67 and name C ) 
67 and name CA ) 
67 end name CB ) 
67 and name N ) 

67 and name O ) 

68 and name C ) 
68 and name CA ) 
68 and name N ) 



.10 
5.10 



,54 
58 
,70 
.73 
.69 
.69 
.51 
.43 
.55 
.69 
0.65 
1.02 
1.06 
0.53 
0.48 
1.03 
1.28 
1.11 
1.13 
0.93 
0.86 
0.77 
0.71 
0.65 
0.92 
0.71 
0.70 
0.70 
0.71 
0.03 
0.00 
0.07 
0.30 
0.20 
0.13 
0.04 
0-20 
0.32 
0.50 
0.49 



39 
50 
72 
02 
26 
.14 
1.27 
0.60 
0.48 
0.55 
0.59 
0.69 
0.73 
0.68 
0.70 
0.52 
0.44 
0.56 
0.68 
0.65 
1.01 
1.06 
0.53 
0.48 
1.03 
1.29 
1.11 
1.14 
0.92 
0.86 
0.77 
0.70 
0.65 
0.92 
0.71 
0.70 
0.71 
0-71 
0.03 
0.00 
0.07 
0.31 
0.20 
0.13 
0.04 
0.20 
0.32 
0.51 
0.50 



631 



10 



15 



assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assxgn 



assxgn (segxd 3A4 and zesxd 
assxgn (segxd 3A4 and tesxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and res id 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
ab&xgn (segxd 3A4 and resxd 
assxgn (segtd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and re3id 
(segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
20 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
25 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
30 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
35 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and te&xd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re&xd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn [segxd 3A4 and resxd 
assign (sogid 3A4 and resxd 
80 assign (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
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assign 
assxgn 
assxgn 
assign 
assign 
assxgn 



66 and name N ) 
66 and name N ) 
66 and name N ) 
66 and name N ) 
66 and name N ) 
66 and name N ) 
66 and name N ) 
66 and name N ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 
66 and name O ) 

66 and name O ) 

67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C J 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name C ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
6? and name CA ) 
67 and name CA ) 
67 and name CA > 
67 and name CA ) 
67 and name CA ) 
67 and name CA > 
67 and name CA ) 
67 and name CA ) 



(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 



68 and name O 

69 and name C 
69 and name CA 
69 and name N 

69 and name O 

70 and name CA 
70 and name N 
76 and name CB 



) 
) 
) 
) 
) 
) 
) 
> 

...... ._ ) 

1 and name CGD) 
1 and name 01 D) 
X and name 020) 
67 and name C ) 
67 and name CA ) 



(segid 3A4 and resid 250 and name CB 
(segid HEM and resid * " J — ~ nfm - 
(segid HEM and resxd 
(segid HEM and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and re3id 



67 and name CB 
67 and name N 

67 and name o 

68 and name C 
68 and name CA 
68 and name N 

68 and name O 

69 and name CA 

69 and name N 

70 and name N 
78 and name CB 



isegxu ^n-» oiw _ 

(segxd 3A4 and resxd 250 and name CB ) 
(segid HEM and resid " — ' ^ nnX 

(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
[segid HEM and resid 
(segxd HEM and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 



and name C2D) 
and name C3D) 
and name CAD) 
and name CBD) 
and name CGD) 
and name CMD) 
and name 01D) 
and name 02D) 
67 and name CB ) 

67 and name O ) 

68 and name C ) 
68 and name CA ) 
68 and name N J 

68 and name O ) 

69 and name C ) 
69 and name CA ) 
69 and name N ) 

69 and name O ) 

70 and name C ) 
70 and name CA ) 
70 and name N ) 
70 and name 0 ) 
75 and name C ) 
75 and name CA ) 
75 and name CB ) 
75 and name CG ) 



75 and name N 
75 and name O 

78 and name CB 
7 9 and name CB 

79 and name N 



(segid 3A4 and resxd _ 

(segid 3A4 and resxd 134 and name CA ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resxd 138 and name CA ) 
(segid 3A4 and resxd 138 and name CB ) 
(segid 3A4 and resxd 191 and name CA ) 
(segid 3A4 and resxd 191 and name CB ) 
(segid 3A4 and resxd 194 and name CA ) 
(segxd 3A4 and resxd 194 and name CB ) 
(segxd 3A4 and resxd 195 and name CA ) 
(segxd 3A4 and resxd 195 and name CB ) 
(segxd 3A4 and resxd 198 and name CA ) 
(segxd 3A4 and resid 198 and name CB ) 
(segxd 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB 
(segxd 3A4 and resxd 202 and name CA 
(segid 3A4 and resxd 202 and name CB ) 
(segid 3A4 and resxd 219 and name CA ) 
(segxd 3A4 and resxd 220 and name CA 
(segxd 3A4 and resxd 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segxd 3A4 and resxd 221 and name CB 
segid 3A4 and resxd 222 and name CA 
segxd 3A4 and resid 223 and name CA 
67 and name CA ) (sogid 3A4 and resxd 223 and name CB 

S S3 = S ! « SS and SSS SS S3 = CB ! 



67 and name CA 
67 and name CA 
67 and name CA 
67 and name CA 
67 and name CA 
67 and name CA ) 
67 and name CA ) 



6.90 
5.88 
5.83 
5.36 
6.13 
6.63 
6.08 
6. .60 
6.35 
7.11 
7.16 
6.86 
3.27 
2.90 
4.25 
2.24 
3.96 
4.71 
4.58 
3.49 
5.64 
4.97 
4.17 
4.81 
5.90 
6.78 
6.88 
6.41 
5.11 
5.26 
4.41 
6.37 
4.51 
4.08 
2.50 
1.24 
3.15 
2.43 
1.33 
4.06 
4.81 
4.65 
3.40 
5.70 
5.64 
5.12 
4.35 
5.24 
6.56 
5.81 
5.67 
5.19 
6.82 
6.30 
6.39 
6.84 
6.87 
17.78 
17.29 
17.20 
16.66 
17.63 
17.08 
17.90 
16.87 
16.73 
16.58 
17.11 
15.67 
18.29 
18.74 
18.18 
17.09 
18.66 
14.95 
13.99 
15.31 
16.05 
18.02 
16.22 
15.72 
13.41 
12.45 



0.31 
0.47 
0.69 
0.81 
0.66 
0.48 
0.56 
0.83 
1.04 
0.30 
0.52 
0.31 
0.50 
0.26 
0.12 
0.01 
0.65 
0.84 
0.62 
0.57 
0.78 
1.33 
1.25 
1.41 
0.95 
0.82 
0.69 
0.59 
0.50 
0.40 
0.27 
0.79 
0.55 
0.28 
0.03 
0.02 
0.05 
0.01 
0.00 
0.20 
0.18 
0.22 
0.25 
0.45 
0.58 
0.62 
0.64 
0.65 
0.3B 
0.30 
0.28 
0.33 
0.28 
0.42 
0.39 
0.43 
0.41 
0.53 
1.59 
0.41 
0.65 
1.11 
1.17 
0.99 
1.08 
0.72 
0.69 
0.69 
0.71 
0.58 
0.62 
0.46 
0.52 
0.87 
0.85 
0.93 
0.55 
0.54 
0.52 
0.59 
0.70 
0.55 
0.54 



0.31 
0.47 
0.70 
0.80 
0.67 
0.47 
0.56 
0.83 
1.05 
0.31 
0.52 
0.32 
0.49 
0.26 
0.12 
0.01 
0.65 
0.83 
0.62 
0.56 
0.77 
1.33 
1.25 
1.42 
0.95 
0.82 
0.68 
0.60 
0.51 
0.40 
0.26 
0.78 
0.56 
0.29 
0.02 
0.01 
0.06 
0.01 
0.01 
0.19 
0.18 
0.21 
0.24 
0.44 
0.57 
0.61 
0.64 
0.6b 
0.38 
0.31 
0.28 
0.34 
0.29 
0.43 
0.38 
0.44 
0.42 
0.53 
1.60 
0.42 
0.64 
1.11 
1.17 
0.99 
1.08 
0.72 
0.69 
0.69 
0.70 
0.57 
0.62 
0.45 
0.52 
0.88 
0.85 
0.92 
0.54 
0. 
0 
0 
0 
0 
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52 
58 
70 
54 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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40 



45 



assign 
assign 
assign 
assign 
assign 



assign Csogid 3A4 and lesid 
assign (scgid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Isegid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
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assign 
assign 
assign 
assign 
assign 



67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA > 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA } 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA ) 
67 and name CA 1 
67 and name CA ) 
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(segid 3A4 and re3id 226 and name CA ) 
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(segid 3A4 and resid 242 and name CA ) 
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(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(3egid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA J 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA > 
(segid 3A4 and resad 345 and name CB ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA J 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



and name CAD) 
and name CBD) 
and name CGD) 
and name CMD) 
and name OlD) 
and name 02D) 
67 and name C ) 
67 and name CB ) 
67 and name O ) 



16.19 
17.24 
18.19 
13.90 
13.87 
14.80 
16.19 
12.89 
13.26 
9.51 
9.34 
10.73 
12.14 
11.80 
12.83 
8.76 
8.21 
6.99 
7.03 
10.46 
11.74 
10.79 
8.04 
6.55 
9.62 
9.92 
12.92 
13.53 
12.71 
11.17 
13.53 
16.55 
17.60 
17.07 
15.79 
16.96 
15.62 
14.34 
14.27 
14.69 
16.11 
15.74 
17.54 
18-71 
19.52 
18.64 
17.69 
18.43 
18.98 
18.95 
18.19 
14.95 
15.10 
14.11 
14.74 
13.53 
10.62 
10.49 
8.37 
8.25 
10.93 
12.07 
10.51 
11.69 
9.72 
8.49 
12.26 
14.91 
14.96 
17.26 
17.26 
lb. 26 
17.73 
16.91 
5.71 
5.75 
5.01 
6.30 
5.00 
4.91 
1.52 
1.53 
2.40 



0.73 
0.72 
0.76 
0.35 
0.38 
0.36 
0.38 
0.52 
0.57 
0.45 
0.41 
0.59 
0.58 
0.69 
0.67 
0.63 
0.51 
0.70 
0.63 
0.76 
0.74 
0.83 
0.85 
- 0.84 
0.82 
0.78 
0.83 
0.83 
0.89 
0.78 
0.99 
0.89 
0.90 
0.90 
0.91 
0.71 
0.71 
0.42 
0.64 
0.74 
0.69 
0.68 
1.00 
0.31 
0.26 
0.73 
0.87 
0.93 
0.54 
0.60 
0.59 
0.50 
0.48 
0.61 
0.55 
0.43 
0.63 
0.84 
0.54 
0.70 
0.42 
0.41 
0.49 
0.52 
0.59 
0.65 
0.79 
0.65 
0.56 
0.74 
0.82 
0.84 
0.82 
0.80 
0.54 
0.46 
0.43 
0.76 
0.55 
0.45 
0.01 
0.03 
0.01 



0.72 
0.72 
0.76 
0.34 
0.38 
0.36 
0.39 
0.52 
0.56 
0.45 
0.41 
0.60 
0.58 
0.69 
0.68 
0.63 
0.51 
0.69 
0.64 
0.77 
0.75 
0.84 
0.84 
0.84 
0.83 
0.78 
0.83 
0.83 
0.88 
0.78 
0.99 
0.88 



91 
89 
90 
71 
,71 
.42 
.64 
0.74 
0.69 
0.67 
1.00 
0.32 
0.26 
0.72 
0.87 
0.93 
0.54 
0.60 
0.58 
0.50 
0.48 
0.62 
0.54 
0.44 
0.64 
0.84 
0.55 
0.70 
0.42 
0.41 
0.50 
0.52 
0.60 
0.66 
0.78 
0.64 
0.57 
0.75 
0.82 
0.84 
0.83 
0.79 
0.55 
0.46 
0.44 
0.77 
0.54 
0.45 
0.01 
0.02 
0.01 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
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and resid 
and resid 



68 and name C ) 
68 and name CA ) 



68 and name N 

68 and name O 

69 and name C 



69 and name CA ) 
69 and name N ) 

69 and name O ) 

70 and name C ) 
70 and name CA ) 
70 and name N ) 

70 and name 0 ) 

71 and name CA ) 

71 and name CB ) 

72 and name CA ) 

73 and name CA ) 

73 and name CB ) 

74 and name C ) 
74 and name CA ) 
74 and name CB ) 

74 and name 0 ) 

75 and name C > 
75 and name CA ) 
75 and name CB ) 
75 and name CG ) 
75 and name N ) 

75 and name O ) 

76 and name CA ) 
7 6 and name CB ) 

76 and name N ) 

77 and name CA ) 

77 and name CB ) 

78 and name C ) 
78 and name CA > 
78 and name CB ) 
78 and name N ) 

78 and name O ) 

79 and name CA ) 
79 and name CB ) 
79 and name CG ) 

) 



79 and name N 

80 and name CA ) 

81 and name CA ) 

81 and name CB ) 

82 and name CA ) 

82 and name CB ) 

83 and name CA ) 

83 and name CB ) 

84 and name CA ) 

84 and name CB ) 

85 and name CA ) 

85 and name CB ) 

86 and name CA ) 
86 and name CB ) 

134 and name CA ) 

137 and name CA ) 

138 and name CA ) 
138 and name CB ) 
191 and name CB ) 

194 and name CB ) 

195 and name CA ) 
195 and name CB ) 
198 and name CA ) 

198 and name CB ) 

199 and name CA ) 
199 and name CB ) 
202 and name CA ) 
202 and name CB ) 
219 and name CA ) 

219 and name CB ) 

220 and name CA ) 

220 and name CB ) 

221 and name CA ) 

221 and name CB ) 

222 and name CA ) 

222 and name CB ) 

223 and name CA ) 

223 and name CB ) 

224 and name CA ) 

224 and name CB ) 

225 and name CA ) 

225 and name CB ) 

226 and name CA ) 



4.55 
3.81 
2.45 
5.45 
5.74 
5.76 
4.60 
6.50 
6.35 
5.74 
5.23 
6.10 
8.37 
9.72 
9.45 
10.76 
12.00 
6.82 
8.08 
7.91 
6.48 
6.02 
5.44 
5.70 
5.35 
6.42 
5.56 
8.20 
9.61 
7.30 
8.96 
9.58 
5.98 
6.14 
5.02 
6.85 
6.48 
6.16 
6.17 
7.00 
5.77 
9.85 
10.33 
9.96 
9.41 
8.25 
10.97 
10.98 
14.19 
14.67 
14.49 
14.00 
13.61 
12.36 
17.12 
16.47 
16.59 
16.34 
17.96 
17.34 
17.31 
17.28 
17.29 
15.88 
18.60 
19.16 
18.14 
17.15 
17.82 
18.23 
14.13 
13.15 
14.78 
15.61 
17.42 
18.63 
15.45 
14.86 
12.87 
11.96 
15.86 
16.92 
17.70 



0.05 
0.01 
0.02 
0.32 
0.26 
0.30 
0.32 
0.49 
0.59 
0.69 
0.71 
0.63 
0.45 
0.39 
0.22 
0.35 
0.36 
0.43 
0.43 
0.43 
0.53 
0.38 
0.31 
0.28 
0.33 
0.33 
0.43 
0.41 
0.40 
0.38 
0.42 
0.40 
0.46 
0.45 
0.41 
0.43 
0.61 
0.40 
0.37 
0.37 
0.39 
0.41 
0.50 
0.48 
0.89 
1.08 
0.34 
0.27 
0.68 
0.87 
0.86 
0.91 
0.71 
0.69 
0.84 
1.78 
0.58 
0.68 
1.16 
1.19 
0.85 
0.77 
0.87 
0.86 
0.72 
0.77 
0.40 
0.44 
1.07 
1.08 
1.00 
1.11 
0.62 
0.64 
0.52 
0.56 
0.57 
0.72 
0.41 
0.38 
0.53 
0.51 
0.59 



0.06 
0.02 
0.02 
0.33 
0.26 
0.29 
0.32 
0.50 
0.58 
0.69 
0.71 
0.63 
0.45 
0.40 
0.22 
0.34 
0.35 
0.42 
0.43 
0.43 
0.54 
0.38 
0.32 
0.27 
0.33 
0.34 
0.43 
0.41 
0.41 
0.38 
0.43 
0.41 
0.47 
0.44 
0.40 
0.44 
0.62 
0.39 
0.36 
0.37 
0.39 
0.41 
0.49 
0.48 
0.89 
1.08 
0.33 
0.27 
0.69 
0.87 
0.86 
0.91 
0.72 
0.69 
0.83 
1.78 
0.59 
0.68 
1.17 
1.19 
0.86 
0.76 
0.87 
0.87 
0.72 
0.77 
0.41 
0.44 
1.06 
1.09 
1.00 
1.11 
0.63 
0.63 
0.51 
0.56 
0.57 
0.71 
0.40 
0.39 
0.53 
0.51 
0.59 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB > 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB } 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB } 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 
67 and name CB ) 



(segid 3A4 and resid 240 and name CA ) 14.29 0.33 0.34 
(segid 3A4 and tesid 240 and name CB ) 14.40 0.31 0.31 
(segid 3A1 and resid 241 and name CA J 15.19 0.31 0.31 
(segid 3A4 and resid 241 and name CD ) 16.61 0.31 0.32 
(segid 3A4 and resid 242 and name CA ) 13.58 0.41 0.41 
(segid 3A4 and resid 242 and name CB ) 14.06 0.43 0.42 
(segid 3A4 and resid 243 and name CA J 10.10 0.33 0.34 
(segid 3A4 and resid 243 and name CB ) 9.87 0.30 0.31 
(segid 3A4 and resid 244 and name CA ) 10.89 0.60 0.59 
(segid 3A4 and resid 244 and name CB ) 12.22 0.57 0.57 
(segid 3A4 and resid 245 and name CA ) 12.16 0.78 0.77 
(segid 3A4 and resid 245 and name CB ) 13.30 0.75 0.75 
(segid 3A4 and resid 246 and name CA ) 9.38 0.67 0.68 
(segid 3A4 and resid 246 and name CB I 9.02 0.53 0.53 
(segid 3A4 and lesid 247 and name CA ) 7.06 0.81 0.80 
(segid 3A4 and resid 247 and name CB ) 6.93 0.70 0.71 
(segid 3A4 and resid 248 and name CA ) 10.33 0.95 0.95 
(segid 3A4 and resid 248 and name CB ) 11.64 0.92 0.92 
(segid 3A4 and resid 249 and name CA ) 11.01 1.05 1.05 
(segid 3A4 and resid 250 and name CA ) 8.16 1.12 1.11 
(segid 3A4 and resid 250 and name CB ) 6.73 1.09 1.08 
(segid 3A4 and resid 251 and name CA ) 9.16 1.16 1.16 
(segid 3A4 and resid 251 and name CB ) 9.35 1.09 1.08 
(segid 3A4 and resid 252 and name CA ) 12.67 1.16 1.15 
(segid 3A4 and resid 252 and name CB ) 13.38 1.12 1.13 
(segid 3A4 and resid 253 and name CA ) 12.72 1.18 1.17 
(segid 3A4 and resid 254 and name CA ) 10.95 1.09 1.09 
(segid 3A4 and resid 255 and name CA ) 13.03 1.38 1.37 
(segid 3A4 and resid 256 and name CA ) 16.18 1.26 1.25 
(segid 3A4 and resid 257 and name CA ) 17.40- 1.18 1.18 
(segid 3A4 and resid 258 and name CA ) 16.70 1.17 1.17 
(segid 3A4 and resid 258 and name CB ) 15.39 1.18 1.17 
(segid 3A4 and resid 319 and name CA ) 16.89 0.82 0.83 
(segid 3A4 and resid 319 and name CB ) 15.49 0.83 0.84 
(segid 3A4 and resid 322 and name CA ) 14.97 0.44 0.45 
(segid 3A4 and resid 323 and name CA ) 14.96 0.63 0.64 
(segid 3A4 and resid 323 and name CB ) 15.26 0.74 0.74 
(segid 3A4 and resid 324 and name CA ) 17.00 0.67 0.66 
(segid 3A4 and resid 324 and name CB ) 16.72 0.64 0.65 
(segid 3A4 and resid 344 and name CA ) 19.24 0.39 0.40 
(segid 3A4 and resid 345 and name CA ) 18.88 0.80 0.B0 
(segid 3A4 and resid 345 and name CB ) 17.88 0.94 0.93 
(segid 3A4 and resid 347 and name CB ) 18.26 0.95 0.95 
(segid 3A4 and resid 382 and name CA ) 18.45 0.61 0.61 
(segid 3A4 and resid 382 and name CB ) 18.51 0.66 0.66 
(segid 3A4 and resid 383 and name CA ) 17.65 0.70 0.70 
(segid 3A4 and resid 384 and name CA ) 14.28 0.64 0.63 
(segid 3A4 and resid 384 and name CB ) 14.30 0.62 0.62 
(segid 3A4 and resid 385 and name CA ) 13.65 0.68 0.68 
(segid 3A4 and resid 386 and name CA ) 14.20 0.61 0.61 
(segid 3A4 and resid 387 and name CA ) 13.01 0.60 0.60 
(segid 3A4 and resid 388 and name CA ) 10.05 0.84 0.85 
(segid 3A4 and resid 388 and name CB ) 10.03 1.07 1.07 
(segid 3A4 and re3id 389 and name CA ) 7.93 0.74 0.75 
(segid 3A4 and resid 389 and name CB ) 8.06 0.89 0.88 
(segid 3A4 and resid 390 and name CA J 10. IB 0.56 0.55 
(segid 3A4 and resid 390 and name CB J 11.22 0.54 0.55 
(segid 3A4 and resid 391 and name CA J 9.62 0.63 0.64 
(segid 3A4 and lesid 391 and name CB ) 10.84 0.69 0.69 
(segid 3A4 and resid 392 and name CA J 8.53 0.72 0-71 
(segid 3A4 and resid 392 and name CB ) 7.26 0.78 0.78 
(segid 3A4 and resid 393 and name CA } 11.14 0.98 0.98 
(segid 3A4 and resid 394 and name CA > 13.82 0.81 0.80 
(segid 3A4 and resid 394 and name CB ) 13.87 0.70 0.71 
(segid 3A4 and resid 395 and name CA ) 16.03 0.88 0.88 
(segid 3A4 and resid 396 and name CA ) 16.11 1.02 1.02 
(segid 3A4 and resid 396 and name CB ) 15.12 1.04 1.05 
(segid 3A4 and resid 397 and name CA ) 16.74 1.07 1.07 
(segid 3A4 and lesid 397 and name CB ) 15.96 1.01 1.04 
(segid HEM and resid 1 and name CAD) b.20 0.73 0.73 
(segid HEM and resid 1 and name CBD) 5.02 0.63 0.63 
(segid HEM and resid 1 and name CGD) 4.44 0.66 0.65 
(segid HEM and resid 1 and name CMD) 5.52 1.04 1.04 
(segid HEM and resid 1 and name 01D) 4.37 0.66 0.66 
(segid HEM and Lesid 1 and name 02D) 4.58 0.71 0.71 
(segid 3A4 and resid 68 and name C J 5.55 0.06 0.06 
(segid 3A4 and resid 68 and name CA ) 4.54 0.08 0.09 
(segid 3A4 and resid 68 and name N ) 3.29 0.11 0.12 
(segid 3A4 and resid 68 and name 0 ) 6.37 0.31 0.32 
(&e*jid 3A4 and resid 69 and name C ) 7.06 0.24 0.25 
(segad 3A4 and resid 69 and name CA ) 7.04 0.21 0.22 
(segid 3A4 and resid 69 and name N ) 5.81 0.22 0.22 
(segid 3A4 and resid 70 and name CA ) 6.90 0.83 0.83 
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assign (segxd 3A4 and tesid 
assign (segxd 3A1 and lesid 
assxgn (segxd 3A4 and resxd 
assxgn {segid 3A4 and resxd 
5 assign (segxd 3A4 and res id 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
10 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and tesid 
15 assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and tesid 
20 assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
as3xgn (segid 3A4 and resxd 
30 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
35 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
40 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
45 assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
50 assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
55 assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
60 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
65 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
70 assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
75 assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
80 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



67 and name CB 
67 and name CD 
67 and name CB 
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67 and name H 
67 and name N 
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67 and name N 
67 and name N 
67 and name N 
67 and name N 
67 and name 0 
67 and name o 
67 and name 0 
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(segid 3A4 and resid 
(segid 3A4 and resid 
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) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
) (seqid 3A4 and resid 
> (segid 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segxd 3A4 and resid 
) (segxd 3A4 and resxd 

> (segxd 3A4 and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd HEM and resxd 
) (segxd 3A4 and resxd 
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> (segxd 3A4 and resxd 
) (segxd 3A4 and resxd 
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) (segxd 3A4 and resxd 
) (segxd 3A4 and resxd 
) (segxd 3A4 and resid 
) (segid 3A4 and resxd^ 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) (segxd 3A4 and resxd 
) (segid 3A4 and re3xd 
) (segxd 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) (segid 3A4 and resxd 
) 
) 



71 and name CA ) 

71 and name CB ) 

72 and name CA ) 

73 and name CA ) 

73 and name CB ) 

74 and name CA ) 
74 and name CB ) 

74 and name 0 ) 

75 and name C ) 
75 and name CA ) 
75 and name CB ) 
75 and name CG ) 
75 and name N ) 

75 and name O ) 

76 and name CA ) 

76 and name CB ) 

77 and name CA ) 
77 and name CB J 



9.13 
10.55 
9.76 
11.00 
12.24 
fl.49 
8.54 
6.64 
5.85 
5.62 
5.92 
5.35 
6.76 
5.17 
7.79 
9.25 
8.58 
9.38 



) 



78 and name C 
78 and name CA ) 
78 and name CB ) 
78 and name N ) 

78 and name O ) 

79 and name C ) 
79 and name CA ) 
79 and name CB ) 
79 and name CG ) 

79 and name N ) 

80 and name CA ) 

81 and name CA ) 

81 and name CB ) 

82 and name CA ) 

82 and name CB ) 

83 and name CA > 

83 and name CB ) 

84 and name CA ) 12.95 

84 and name CB ) 13-50 

85 and name CA ) 
85 and name CB ) 



25 
70 
4.85 
6.49 
5.65 
6.55 
5.12 
5.17 
5.91 
4.95 
8.85 
9.43 
9-21 
8.31 
7.16 
9.68 
9.71 



13.32 
12.91 



( segid 3A4 and resid 
(segid HEM and resid 



86 and name CA ) 12.35 
86 and name CB ) 11.12 
246 and name C > 6.47 
246 and name CB ) 6.90 

246 and name O ) 6.26 

247 and name CA ) 5.79 
247 and name CB ) 5.94 
247 and name N ) 6.25 
250 and name CB ( 5.61 

1 and name CAD) 6.29 
1 and name CBD) 6.55 
1 and name CGD) 6.04 
1 and name CMD) 6.34 
1 and name OlD) 6.10 
1 and name 02D) 5.96 
67 and name C } 2.54 
67 and name CA ) 1.46 
67 and name CB ) 2.43 

67 and name O ) 3.59 

68 and name C ) 5.00 
68 and name CA > 4.33 
68 and name N ) 2.90 

68 and name O ) 5.93 

69 and name C ) 6.07 
69 and name CA ) 5.99 

69 and name N ) 4.89 

70 and name C ) 7.16 
70 and name CA ) 6.34 
70 and name N ) 5.77 
75 and name C ) 6.95 
75 and name CA ) 6.37 
75 and name CB ) 6.78 
75 and name CG ) 6.58 
75 and name O ) 6.43 
78 and name C ) 6.27 
78 and name CA ) 6.30 
78 and name CB ) 5.07 

78 and name O ) 6.63 

79 and name CA ) 6.80 
*79 and name N ) 6.33 
389 and name CA ) 6.86 
389 and name CB ) 6.47 
389 and name O ) 7.56 

1 ond name C3D) 6.89 



0.77 
0.70 
0.47 
0.74 
0.65 
0.59 
0.52 
0.67 
0.83 
,0.72 
'0.72 
0.78 
0.65 
0.90 
0.88 
0.88 
0.76 
0.71 
0.60 
0.65 
0.59 
0.73 
0.63 
0.56 
0.58 
0.68 
0.62 
0.67 
0.60 
0.54 
0.54 
0.80 
1.01 
0.26 
0.27 
0.56 
0.74 
0.75 
0.80 
0.74 
0.78 



69 
53 
82 
.66 
.61 
0.61 
0.74 
0.58 
0.50 
0.56 
0.58 
0.60 
0.61 
0.03 
0.01 
0.05 
0.05 
0.11 
0.07 
0.08 
0.53 
0.34 
0.36 
0.39 
0.37 
0.53 
0.59 
0.33 
0.33 
0.19 
0.22 
0.38 
0.53 
0.48 
0.46 
0.69 
0.50 
0.47 
0.35 
0.51 
0.23 
0.68 



0.78 
0.71 
0.46 
0.74 
0.65 
0.59 
0.52 
0.67 
0.63 
0.71 
0.73 
0.78 
0.65 
0.90 
0.87 
0.88 
0.75 
0.71 
0.61 
0.64 
0.59 
0.73 
0.62 
0.56 
0.59 
0.69 
0.61 
0.67 
0.60 
0.53 
0.53 
0.79 
1.00 
0.25 
0.26 
0.56 
0.73 
0.7b 
0.80 
0.74 
0.77 
0.69 
0.53 
0.81 
0.65 
0.61 
0.60 
0.75 
0.57 
0.51 
0.55 
0.58 
0.61 
0.61 
0.02 
0.00 
0.04 
0.06 
0.11 
0.07 
0.06 
0.53 
0.34 
0.35 
0.38 



0.37 

0.52 

0.58 

0.34 

0.33 

0.20 

0.23 

0.39 

0.54 

0.49 

0.45 

0.69 

0.49 

0.46 

0.36 

0.51 

0.24 

0.69 
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assign 
assign 
assign 
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(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and res id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and res id 
and resid 
and resid 
and resid 
and lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and re3id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



67 and name 0 
6*7 and name O 
67 and name O 
67 and name 0 
67 and name 0 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 
67 and name O 

67 and name O 

68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name C 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA 1 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 



(segid HEM 
(segid HEM 
(segid HEM 
(segid HEM 
(segid HEM 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid HEM 
(segid HEM 
(segid HEM 
(segid HEM 
(segid HEM 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



1 
1 
1 
67 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and xesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



and name CAD) 
and name CBD) 
and name CGD) 
and name OlD) 
and name 02 D) 
and name CB > 
68 and name C ) 
68 and name CA ) 
68 and name N ) 

68 and name O > 

69 and name C ) 
69 and name CA ) 



69 and name N ) 

69 and name O ) 

70 and name C ) 
70 and name CA ) 
70 and name N ) 

70 and name O ) 

71 and name C ) 
71 and name N ) 
71 and name O ) 
74 and name C ) 

74 and name O ) 

75 and name C ) 
75 and name CA ) 
75 and name CB ) 
75 and name CG ) 
75 and name N ) 

75 and name O ) 

76 and name N ) 

78 and name CB ) 

79 and name CA ) 
7 9 and name CB ) 
79 and name N ) 

1 and name CAD) 
1 and name CBD) 
1 and name CGD) 
1 and name OlD) 
1 and name 02D) 

68 and name O ) 

69 and name C ) 
69 and name CA ) 
69 and name N ) 

69 and name O ) 

70 and name C ) 
70 and name CA ) 
70 and name N ) 

70 and name O ) 

71 and name N ) 
75 and name CG ) 

134 and name CA ) 
157 and name CA ) 
157 and name CB ) 
160 and name CA ) 

160 and name CB ) 

161 and name CA ) 
191 and name CA ) 
191 and name CB ) 
194 and name CA ) 

194 and name CB ) 

195 and name CA ) 
195 and name CB ) 
198 and name CB ) 
220 and name CA ) 

220 and name CB ) 

221 and name CA ) 
221 and name CB ) 

223 and name CB ) 

224 and name CA ) 
224 and name CB ) 
240 and name CA ) 

240 and name CB ) 

241 and name CA ) 

241 and name CB ) 

242 and name CA ) 

242 and name CB ) 

243 and name CA ) 

243 and name CB ) 
?44 and name CA ) 

244 and name CB ) 

245 and name CA ) 
245 and name CB ) 
24 6 and name CA ) 



5.47 
5.40 
1.27 
4.27 
3.82 
3.18 
3.13 
2.74 
2.24 
3.85 
4.43 
4.49 
3.43 
S.34 
4.67 
4.40 
3.76 
4.14 
6.93 
5.89 
6.81 
7.00 
7.03 
6.02 
5.17 
4.78 
4.27 
6.20 
5.95 
7.14 
6.70 
7.20 
6.70 
6.96 
5.95 
6.53 
5.78 
6.16 
5.08 
1.24 
3.34 
2-42 
1.33 
4.28 
5.45 
4.87 
3.55 
5.09 
6.70 
6.98 
18.25 
17.30 
17.54 
16.40 
15.77 
16.98 
16.82 
16.15 
17.85 
16.61 
17.23 
17.03 
16.81 
17.32 
16.16 
17.80 
18.36 
18.71 
16.63 
15.54 
16.97 
16.80 
17.48 
18.77 
15.04 
15.29 
32.15 
12.27 
13.48 
14.95 
13.65 
14.54 
10.14 



0.62 
0.53 
0.37 
0.53 
0.35 
0.11 
0.09 
0.02 
0.02 
0.15 
0.24 
0.20 
0.18 
0.39 
0.67 
0.69 
0.68 
0.73 
0.34 
0.60 
0.27 
0.34 
0.37 
0.39 
0.35 
0.33 
0.33 
0.34 
0.39 
0.40 
0.37 
0.47 
0.45 
0.41 
0.54 
0.42 
0.31 
0.72 
0.55 
0.01 
0.13 
0.03 
0.00 
0.46 
0.40 
0.26 
0.31 
0.51 
0.37 
0.39 
0.46 
0.88 
0.82 
1.74 
1.69 
1.42 
1.13 
1.14 
1.07 
1.13 
0.81 
0.78 
0.78 
0.67 
0.74 
0.51 
O.60 
0.54 
0.53 
0.53 
0.30 
0.36 
0.30 
0.33 
0.47 
0.56 
0.37 



63 
53 
37 
53 
.34 
.12 
.10 
0.03 
0.02 



0.54 



15 
24 
20 
17 
.40 
.68 
.70 
.69 
.74 
0.35 
0.60 
0.27 
0.33 
0.37 
0.38 
0.35 
0.34 
0.33 
0.35 
0.40 
0.40 
0.36 
0.46 
0.45 
0.41 
0.53 
0.42 
0.31 
0.72 
0.56 
0.01 
0.12 
0.03 
O.01 
0.46 
0.40 
0.26 
0.32 
0.50 
0.38 
0.39 
0.46 
0.89 
0.81 
1.75 
1.68 
1.42 
1.13 
1.15 
1.07 
1.14 
0.81 
0.77 
0.78 
0.66 
0.74 
0.51 
0.60 
0.55 
0.53 
0.52 
0.31 
0.35 
0.29 
0.33 
0.48 
0.55 
0.37 
0.35 
0.46 
0.47 
0.57 
0.59 
0.53 
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assign (segxd 3A4 and res id 
assxgn (seqid 3A4 and tesid 
assign (segid 3A4 and res id 
assxgn (seqid 3A4 and xesid 
5 assign (segxd 3A4 and resid 
assxgn (segxd 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
10 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
15 assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
20 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
25 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
30 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
35 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
40 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
45 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
50 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
55 assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
60 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
65 assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
70 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
75 assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA } 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA j 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
6B and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
6.8 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 



(segid 3A4 and resxd 246 and name CB ) 
(segxd 3A4 and res id 241 and name CA ) 
(segxd 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segxd 3A4 and resid 248 and name CB ) 
(segxd 3A4 and resid 249 and name CA ) 
(segxd 3A4 and resxd 250 and name CA ) 
(segxd 3A4 and resxd 250 and name CB ) 
(segxd 3A4 and resxd 251 and name CA ) 
(segxd 3A4 and resxd 251 and name CB ) 
(segxd 3A4 and resxd 252 and name CA ) 
(segid 3A4 and resxd 252 and name CB ) 
(segxd 3A4 and resxd 253 and name CA ) 
(segxd 3A4 and resxd 254 and name CA ) 
(segxd 3A4 and resxd 255 and name CA ) 
(segxd 3A4 and resxd 256 and name CA ) 
(segxd 3A4 and resxd 257 and name CA ) 
(segxd 3A4 and resxd 258 and name CA ) 
(segxd 3A4 and resxd 258 and name CB ) 
(segxd 3A4 and resid 259 and name CA ) 
(segxd 3A4 and resid 259 and name CB ) 
(segxd 3A4 and resid 317 and name CA ) 
(segxd 3A4 and resid 318 and name CA ) 
(segxd 3A4 and resxd 318 and name CB ) 
(segxd 3A4 and resid 319 and name CA ) 
(segxd 3A4 and resxd 319 and name CB ) 
(segxd 3A4 and resxd 322 and name CA ) 
(segxd 3A4 and resxd 323 and name CA ) 
(segxd 3A4 and resxd 323 and name CB ) 
(segxd 3A4 and resxd 324 and name CA ) 
(segid 3A4 and resxd 324 and name CB ) 
(segxd 3A4 and resxd 325 and name CA ) 
(segxd 3A4 and resxd 326 and name CA ) 
(segxd 3A4 and resxd 326 and name CB ) 
(segxd 3A4 and resxd 340 and name CA ) 
(segxd 3A4 and resxd 342 and name CA ) 
(segxd 3A4 and resxd 343 and name CA ) 
(segxd 3A4 and resxd 343 and name CB ) 
(segxd 3A4 and resxd 344 and name CA ) 
(segxd 3A4 and resxd 34 4 and name CB ) 
(segxd 3A4 and resxd 34 5 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segxd 3A4 and resxd 34 6 and name CA ) 
(segxd 3A4 and resxd 347 and name CA ) 
(segxd 3A4 and resxd 347 and name CB ) 
(segid 3A4 and resxd 382 and name CA ) 
(segid 3A4 and resxd 382 and name CB ) 
(segxd 3A4 and resxd 383 and name CA ) 
(segxd 3A4 and resxd 384 and name CA ) 
(segxd 3A4 and resxd 384 and name CB ) 
(segxd 3A4 and resxd 385 and name CA ) 
(segxd 3A4 and resxd 386 and name CA ) 
(segxd 3A4 and resxd 387 and name CA ) 
(segxd 3A4 and resxd 388 and name CA ) 
(segxd 3A4 and resxd 388 and name CB ) 
(segxd 3A4 and resxd 389 and name CA ) 
(segxd 3A4 and resid 389 and name CB ) 
(segxd 3A4 and resxd 389 and name 0 ) 
(segxd 3A4 and resxd 390 and name CA ) 
(segxd 3A4 and resxd 390 and name CB ) 
(segxd 3A4 and resxd 391 and name CA ) 



(segxd 3A4 and resxd 391 and name CB 
(segxd 3A4 and resxd 392 and name CA 
(segxd 3A4 and resxd 392 and name CB 
(segxd 3A4 and resxd 393 and name CA 
(segxd 3A4 and re3xd 394 and name CA 
(segxd 3A4 and resxd 394 and name CB 
(segxd 3A4 and resxd 395 and name CA 
(segxd 3A4 and resxd 396 and name CA 
(segxd 3A4 and resid 396 and name CB 
(segxd 3A4 and resxd 397 and name CA J 
(segxd 3A4 and resxd 397 and name CB ) 
(segxd HEM and resxd 1 and name C2D) 
(segxd HEM and resid 1 and name C3D) 
Isegxd HEM and resid 1 and name C4D) 
(segxd HEM and resid 1 and name CAD) 
(segxd HEM and resid 
(segxd HEM and resxd 
(«*egid HEM and resid 
(segid HEM and resid 
(segxd HEM and resxd 
(segid HEM and resid 
(segid 3A4 and resid 



1 
1 

1 and name CBD) 
1 and name CGO) 
1 and name OLA) 
1 and name CMD) 
I and name 010) 
1 and name 02 Di 
68 and name C ) 



9.63 
9.03 
9.60 
11.95 
13.35 
11.15 
7.85 
6.58 
9.98 
10.78 
12.72 
13.45 
11.45 
9.61 
12.57 
15.32 
15.62 
14.94 
13.68 
17.38 
17.32 
18.66 
16.94 
16.90 
13.78 
12.52 
10.87 
11.34 
11.88 
13.61 
13.34 
16.47 
16.97 
16.39 
18.49 
16.19 
15.99 
16.03 
15.24 
15.96 
15.33 
14.52 
17.18 
16.55 
15.38 
16.72 
16.56 
15.81 
13.04 
13.53 
11.90 
13.09 
12.52 
10.44 
10.50 
7.37 
6.69 
7.33 
9.86 
11.24 
9.53 
10.48 
10.11 
9.27 
12.28 
14.42 
14.43 
17.40 
17.44 
16.58 
17.09 
16.03 
6.44 
5.75 
6.69 
4.56 
S.20 
4.61 
6.73 
6.34 
5.06 
4.05 
1.51 



0.45 
0.59 
0.57 
0.69 
0.68 
0.77 
0.82 
0.81 
0.81 
0.73 
0.88 
0.86 
0.98 
1.05 
1.15 
0.92 
0.80 
0.76 
0.74 
0.81 
0.88 
0.69 
0.61 
0.77 
0.63 
0.63 
0.61 
0.91 
1.01 
0.95 
0.96 
1.03 
0.99 
1.15 
0.81 
0.64 
0.70 
0.7B 
0.46 
0.32 
0.88 
1.05 
0.92 
0.98 
0.93 
0.61 
0.68 
0.52 
0.38 
0.32 
0.64 
0.64 
0.58 
0.78 
1.03 
0.62 
0.87 
0.36 
0.27 
0.27 
0.32 
0.36 
0.50 
0.56 
0.62 
0.50 
0.40 
0.56 
0.69 
0.73 
0.71 
0.70 
0.72 
0.59 
0.52 
0.49 
0.37 
0.26 
0.41 
0.83 
0.77 
0.50 
0.01 



0.45 
0.58 
0.56 
0.70 
0.67 
0.77 
0.81 
0.81 
0.81 
0.74 
0.89 
0.86 
0.98 
1.05 
1.16 
0.92 
0.81 
0.75 
0.74 
0.81 
0.68 
0.69 
0.60 
0.78 
0.62 
0.62 
0.61 
0.92 
1.01 
0.96 
0.96 
1.04 
0.98 
1.15 
0.82 
0.65 
0.70 
0.79 
0.47 
0.31 
0.88 
1.04 
0.92 
0.98 
0.94 
0.62 
0.68 
0.53 
0.38 
0.32 
0.64 
0.63 
0.58 
0.77 
1.04 
0.62 
0.B7 
0.35 
0.27 
0.26 
0.33 
0.36 
0.49 
0.56 
0.63 
0.50 
0.39 
0.55 
0.68 
0.72 
0.71 
0.70 
0.72 
0.59 
0.51 
0.49 
0.37 
0.27 
0.41 
0.83 
0.76 
0.49 
0.02 
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assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and zesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and zesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
66 and name CA ) 
66 and name CA ) 
68 and name CA ) 
68 and name CA ) 
66 and name CA ) 
68 and name CA ) 
68 and name CA ) 
66 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
66 and name CA ) 
68 and name CA ) 
68 and name CA ) 
66 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
68 and name CA ) 
66 and name CA ) 
68 and name CA ) 



(segid 3A4 and resid 
(seqid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(teg id 3A4 and resid 



and resid 
and resid 
and resid 
and resid 



68 and name N 
68 and name N 
68 and name H 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name M 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name N 
68 and name 0 
68 and name 0 
68 and name O 
68 and name O 
68 and name O 
68 and name O 
68 and name O 
68 end name O 
68 and name O 
68 and name O 
66 and name O 
68 and name O 
68 and name 

68 and name 

69 and name 
69 and name 
69 and name 
69 and name 
69 and name 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
t segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
) (segid 3A4 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) Oegid HEM and resid 
) (segid HEM and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) I segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
} (segid 3A4 and resid 
) (segid 3A4 and resid 
i (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 



68 and name O ) 

69 and name C ) 
69 and name CA > 
69 and name N ) 

69 and name O ) 

70 and name C ) 
70 and name CA ) 
70 and name N ) 

70 and name O ) 

71 and name CA ) 

71 and name CB ) 

72 and name CA ) 

73 and name CA ) 

73 and name CB ) 

74 and name CA ) 

74 and name CB ) 

75 and name CA ) 
75 and name CB ) 

75 and name CG ) 

76 and name CA ) 

76 and name CB ) 

77 and name CA > 

77 and name CB ) 

78 and name CA ) 



78 and name CB > 

79 and name CA ) 

79 and name CB ) 

80 and name CA ) 

81 and name CA ) 

81 and name CB ) 

82 and name CA ) 

82 and name CB ) 

83 and name CA ) 

83 and name CB ) 

84 and name CA ) 

84 and name CB ) 

85 and name CA ) 

85 and name CB ) 

86 and name CA ) 
66 and name CB ) 

and resid 250 and name CB ) 
1 and name C2D) 
1 and name C3D) 
1 and name C4D) 
1 and name CAD) 
1 and name CBD) 
1 and name CGD) 
1 and name CMD) 
1 and name OlDJ 
1 and name 02D) 
68 and name C ) 
68 and name CA ) 

68 and name 0 ) 

69 and name C ) 
69 and name CA ) 
69 and name N ) 

69 and name O ) 

70 and name C ) 
70 and name CA } 
70 and name N ) 
70 and name O ) 
75 and name CA ) 
75 and name CB ) 
75 and name CG ) 

1 and name CAD) 
1 and name CBD) 
1 and name CGD) 
1 and name 01 D) 
1 and name 02 D) 
69 and name C ) 
69 and name CA ) 
69 and name N ) 

69 and name O ) 

70 and name C ) 
70 and name CA ) 
70 and name N ) 

70 and name 0 ) 

71 and name N ) 

69 and name O ) 

70 and name C ) 
70 and name CA ) 
70 and name N ) 
70 and name O ) 



2.39 
4.62 
3.79 
2.43 
5,59 
6.30 
5.81 
4.61 
5.79 
8.49 
9.69 
10.55 
12.80 
14.10 
10.67 
10.31 
7.85 
7.38 
6.77 
10.80 
12.02 
12.36 
13.00 
9.85 
8.75 
9.16 
8.75 
12.95 
13.78 
13.55 
12.30 
11.03 
13.33 
13.33 
16.80 
17.48 
16.90 
16.50 
15.32 
13.92 
5.92 
6.33 
5.87 
7.01 
4.69 
5.20 
4.61 
5.90 
4.93 
4.24 
2.48 
1.46 
3.46 
4.86 
4.29 
2.89 
5.77 
6.35 
5.73 
4.69 
5.95 
7.09 
6.89 
6.36 
6.42 
7.00 
6.23 
6.63 
5.47 
3.56 
2.76 
2.26 
4.33 
5.49 
5.10 
3.87 
5.07 
6.65 
1.24 
3.54 
2.45 
1.33 
3.94 



0.02 
0.08 
0.01 
0.03 
0.45 
0.46 
0.35 
0.38 
0.58 
0.49 
0.56 
0.34 
0.31 
0.36 
0.25 
0.23 
0.30 
0.32 
0.41 
0.48 
0.49 
0.44 
0.38 
0.46 
0.3B 
0.55 
0.58 
0.57 
0.60 
0.59 
0.90 
1.07 
0.47 
0.51 
0.58 
0.75 
0.69 
0.72 
0.50 
0.45 
0.82 
0.61 
0.49 
0.45 
0.38 
0.28 
0.22 
0.74 
0.69 
0.37 
0.03 
0.01 
0.25 
0.08 
0.18 
0.23 
0.45 
0.49 
0.48 
0.54 
0.60 
0.27 
0.26 
0.36 
0.62 
0.51 
0.45 
0.77 
0.71 
0.22 
0.03 
0.01 
0.63 
0.51 
0.28 
0.30 
0.68 
0.18 
0.01 
0.07 
0.02 
0.01 
0.09 



0.02 
0.08 
0.04 
0.02 
0.45 
0.46 
0.35 
0.38 
0.57 
0.50 
0.S6 
0.35 
0.32 
0.36 
0.25 
0.23 
0.30 
0.31 
0.41 
0.47 
0.48 
0.43 
0.38 
0.45 
0.39 
0.56 
0.58 
0.56 
0.60 
0.59 
0.91 
1.06 
0.47 
0.50 
0.58 
0.75 
0.69 
0-72 
0.49 
0.45 
0.83 
0.61 
0.49 
0.46 
0.38 
0.29 
0.22 
0.74 
0.69 
0.36 
0.02 
0.01 
0.24 
0.07 
0.18 
0.23 
0.44 
0.49 
0.47 
0.54 
0.60 
0.28 
0.25 
0.36 
0.62 
0.50 
0.45 
0.76 
0.71 
0.22 
0.02 
0.02 
0.63 
0.51 
0.28 
0. 
0 
0 
0 
0 
0 



29 
69 
49 
01 
07 
02 
0.01 
0.08 
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to 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
( segid 3A4 and rosid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re&id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 
(segid 3A4 and resid 



80 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
I segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 and resid 71 and name C ) 
(segid 3A4 and tesid 71 and name CA ) 
(segid 3A4 and resid 71 and name CB ) 
(segid 3A4 and resid 71 and name CG ) 
(segid 3A4 and resid 71 and name N > 
(segid 3A4 and resid 71 and name O ) 
(segid 3A4 and resid 75 and name CB ) 
(segid 3A4 and resid 75 and name CG ) 
(segid 3A4 and resid 160 and name CB ) 
(segid 3A4 and resid 161 and name CB > 
(segid 3A4 and resid 191 and name CA ) 
(segid 3A4 and resid 191 and name CB ) 
(segid 3A4 and resid 194 and name CB ) 
(segid 3A4 and resid 195 and name CA > 
and resid 195 and name CB ) 
and resid 198 and name CB ) 
and resid 220 and name CB ) 
and resid 224 and name CA ) 
and resid 224 and name CB ) 
and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA > 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB > 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA J 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid >3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
— , (segid 3A4 and resid 345 and name CA ) 

69 and name CA ) (segid 3A4 and resid 345 and name CB 13.16 
69 and name CA ) (segid 3A4 and resid 346 and name CA ) 18.09 
69 and name CA } (segid 3A4 and resid 347 and name CA 18.20 
69 and name CA ) (segid 3A4 and resid 347 and name CB ) 17,23 
(segid 3A4 and resid 382 and name CA ) 19.21 
(segid 3A4 and resid 382 and name CB ) 18.81 
(segid 3A4 and resid 383 and name CA ) 18.55 
(segid 3A4 and resid 384 and name CA ) 1 * 1 ° 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 



69 and name C 
69 and name C 
69 and name C 
69 and name C 
69 and name C 
69 and name C 
69 and name C 
69 and name C 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA J 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA J 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA > 



6.73 
5.82 
6.61 
6.49 
4.52 
6.68 
6.78 
7.05 
16.13 
17,66 
16.36 
15.43 
17.09 
17.23 
16.71 
17.66 
18.88 
18.42 
17.33 
16.70 
16.21 
17.39 
14.47 
14.35 
12.01 
12.14 
14.24 
15.73 
14.17 
14.74 
10.47 
9.53 
10.59 
11.25 
13.75 
14.97 
12.51 
9.89 
8.70 
12.77 
13.58 
15.10 
15.54 
13.51 
12.35 
15.58 
18.01 
18.01 
17.68 
16.54 
19.19 
15.77 
14.71 
10.40 
10.33 
11.16 
11.70 
11.07 
14.68 
16.09 
14.88 
14.44 
15.92 
16.69 
14.37 
15.00 
15.17 
14.92 
15.57 
15.83 



69 and name CA ) 
69 and name CA } 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 



16.12 
16.78 
14.46 
15.39 
14.49 



(segid 3A4 and resid 388 and name CA ) 12.42 



0.08 
0.14 
0.25 
0.53 
0.13 
0.06 
0.24 
0.23 
1.79 
1.36 
1.35 
1.38 
1.36 
0.94 
0.88 
0.97 
0.61 
0.61 
0.64 
0.68 
0.78 
0.85 
1.06 
1.16 
0.80 
0.76 
0.63 
0.63 
0.75 
0.83 
0.77 
0.80 
0.53 
0.44 
0.63 
0.64 
0.82 
0.76 
0.73 
0.69 
0.59 
0.87 
0.86 
1.08 
1.13 
1.12 
0.92 
0.91 
0.85 
0.82 
0.61 
0.53 
0.56 
0.76 
1.14 
1.23 
1.21 
1.23 
1.34 
1.30 
1.39 
1.59 
1.10 
0.97 
0.85 
0.88 
0.99 
0.53 
0.58 
0.59 
0.76 
0.60 
0.69 
0.65 
0.46 
0.50 
0.46 
0.37 
0.37 
0.44 
0.48 
0.56 
0.67 



0.07 
0.13 
0.25 
0.52 
0.14 
0.06 
0.23 
0.23 
1.79 
1.35 
1.36 
1.38 
1.36 
0.93 
0.89 
0.97 
0.61 
0.61 
0.65 
0.69 
0.78 
0.85 
1.06 
1.17 
0.81 
0.76 
0.64 
0.64 
0.76 
0.83 
0.76 
0.79 
0.53 
0.44 
0.62 
0.64 
0.81 
0.76 
0.73 
0.69 
0.59 
0.87 
0.87 
1.07 
1.14 
1.13 
0.92 
0.92 
0.86 
0.83 
0.61 
0.52 
0.56 
0.77 
1.13 
1.24 
1.21 
1.22 
1.34 
1.30 
1.40 
1.58 
1.09 
0.97 
0.86 
0.89 
1.00 
0.53 
0.59 
0.58 
0.75 
0.60 
0.69 
0.65 
0.45 
0.51 
0.45 
0.37 
0.36 
0.44 
0.48 
0.57 
0.66 



640 



assign (segxd 3A4 and re^id 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assxqn (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
20 assign (segid 3A4 and resid 
assign Oegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assiqn (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assiqn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assiqn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and namo CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA ) 
69 and name CA > 
69 and name CA ) 
69 and name CA ) 



69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name N 
69 and name O 
69 and name O 
69 and name O 
69 and name 0 
69 and name 0 
69 and name O 
69 and name O 
69 and name O 
69 and name O 
69 and name O 
6 and name C 
6 and name C 
6 and name C 
6 and name C 
6 and name C 
6 and name C 
6 and name 
6 and name 
6 and name 
6 and name 
6 and name 
6 and name 
6 and name 



6 and name C 



(segid 3A4 and icsid 188 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and tesid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 69 and name C ) 
(segid 3A4 and resid 69 and name O ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and xesxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
) (segid HEM and resxd 
) (segid hem and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segxd 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3*4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 



"70 and name C ) 
10 and name CA ) 
70 and name M ) 

70 and name O ) 

71 and name CA ) 
71 and name CB ) 

71 and name N ) 

72 and name CA ) 

73 and name CA ) 

73 and name CB ) 

74 and name CA ) 

74 and name CB ) 

75 and name CA ) 

75 and name CB ) 

76 and name CA ) 
7 6 and name CB ) 

77 and name CA > 

77 and name CB ) 

78 and name CA ) 

78 and name CB ) 

79 and name CA ) 

79 and name CB ) 

80 and name CA ) 

81 and name CA ) 

81 and name CB ) 

82 and name CA ) 

82 and name CB ) 
B3 and name CA ) 

83 and name CB ) 
86 and name CA ) 
86 and name CB ) 

1 and name CAD) 
1 and name CGO) 
1 and name OlD) 

I and name 02D) 
69 and name C ) 
69 and name CA ) 

69 and name O ) 

70 and name C ) 
70 and name CA ) 
70 and name N ) 

70 and name O ) 

71 and name N ) 
75 and name CB ) 
75 and name CG ) 
70 and name C ) 
70 and name CA ) 
70 and name N ) 

70 and name O ) 

71 and name C ) 
71 and name CA ) 
71 and name CB ) 
71 and name N ) 
71 and name 0 ) 
75 and name CB ) 
10 and name C ) 
X0 and name CA ) 
10 and name CB ) 

10 and name N ) 

II and name CA ) 

11 and name CB ) 
11 and name N ) 

6 and name CB ) 

6 and name O ) 

7 and name C ) 
7 and name CA ) 
7 and name CB ) 
7 and name N ) 
7 and name O ) 



12.11 

9.63 

8.84 
12.85 
14.21 
13.05 
13.99 
13.75 
12.87 
15.98 
18.07 
18.03 

I. 53 
2.41 
4.78 
3.82 
2.44 
4.89 
7.09 
7.91 
5.88 

10.08 
12.21 
13.38 
10.09 
9.33 
8.24 
7.72 

II. 83 
12.87 
13.24 
13.52 
11.17 

9.87 
11.46 
11.04 
15.08 
15.87 
15.39 
15.03 
13.82 
16.36 
16.26 
18.72 
17.35 
6.82 
6.57 
6.87 
5.88 
2.48 
1.46 
3.49 
5.14 
4.28 
2.87 
5 
6 
7 
7 
3 
2 
2 



01 
37 
34 
15 
87 
80 
25 
4.51 
6.81 
5.88 
6.44 
4.56 
6.71 
7.27 
6.25 
5.25 
4.91 
4.30 
7.33 
7.29 
6.08 
2.56 
1.24 
3.05 
2.42 
3.73 
3.32 
3.94 



0.96 
0.35 
0.46 
0.26 
0.21 
0.43 
0.44 
0.53 
0.56 
0.61 
0.55 
0.49 
0.00 
0.01 
0.07 
0.01 
0.01 
0.13 
0.13 
0.26 
0.11 
0.27 
0.27 
0.53 
0.31 
0.38 
0.28 
0.24 
0.36 
0.37 
0.36 
0.35 
0.44 
0.45 
0.44 
0.47 
0.45 
0.45 
0.49 
0.72 
0.90 
0.28 
0.38 
0.44 
0.41 
0.55 
0.46 
0.74 
0.68 
0.01 
0.01 
0.21 
0.21 
0.20 
0.22 
0.21 
0.21 
0, 
0 
0 
0 
0 
0 



24 
25 
12 
05 
01 
10 
0.14 
0.24 
0.39 
0.23 
0.14 
0.39 
0.26 
0.32 
0.29 
0.32 
0.16 
0.11 
0.19 
0.03 
0.02 
0.06 
0.02 
0.04 
0.00 
0.13 



0.96 
0.35 
0.17 
0.26 
0.21 
0.42 
0.44 
0.52 
0.56 
0.62 
0.55 
0.48 
0.01 
0.00 
0.08 
0.02 
0.02 
0.13 
0.13 
0.27 
0.12 
0.28 
0.28 
0.53 
0.31 
0.38 
0.29 
0.25 
0.36 
0.36 
0.37 
0.35 
0.43 
0.46 
0.43 
0.47 
0.45 
0.4b 
0.50 
0.72 
0.90 
0.29 
0.38 
0.44 
0.41 
0.55 
0.45 
0.74 
0.67 
0.02 
0.02 
0.22 
0.21 
0.19 
0.23 
0.21 
0.22 
0.24 
0.26 
0.12 
0.04 
0.01 
0.10 
0.14 
0.23 
0.39 
0.23 
0.13 
0.39 
0.27 
0.31 
0.29 
0.32 
0.16 
0.12 
0.20 
0.04 
0.01 
0.06 
0.02 
0.03 
0.01 
0.13 
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10 



15 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
80 assign 



40 



45 



50 



55 



60 



65 



70 



75 



assign 
assign 
assign 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and rosid 
and resid 
and resid 
and resid 
and resid 



and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
6 and 
6 and 
and 
and 



name 
name 
name 
name 
name 
name 
name 
name 
name 
name 



and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 and 
6 end 
6 and 
6 and 
6 and 
6 and 



name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA > 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
CA ) 
CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA } 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
CA > 
CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
CA ) 
CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
CA ) 
CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



8 and name C ) 
8 and name CA ) 
8 and name CB ) 

8 and name N ) 
B and name O ) 

9 and name C ) 
9 and name CA ) 
9 and name CB ) 
9 and name N ) 
9 and name 0 ) 

10 and name CA ) 
10 and name CB ) 

10 and name N } 

11 and name CA ) 

11 and name CB ) 

12 and name CA ) 

12 and name CB ) 

13 and name CA ) 
13 and name CB ) 
19 and name CA ) 
21 and name CA ) 
21 and name CB ) 
23 and name CA ) 
23 and name CB > 

25 and name CA ) 

26 and name CA ) 

30 and name CA } 

313 and name CA ) 

314 and name CA ) 

315 and name CA ) 

315 and name CB ) 

316 and name CA ) 

317 and name CA ) 

318 and name CA ) 

318 and name CB ) 

319 and name CA ) 
319 and name CB ) 

31 and name CA ) 

32 and name CA ) 

32 and name CB ) 

33 and name CA ) 

33 and name CB ) 

343 and name CA ) 

344 and name CA ) 

344 and name CB ) 

345 and name CA ) 

345 and name CB ) 

346 and name CA ) 

346 and name CB ) 

347 and name CA ) 

347 and name CB ) 

348 and name CA ) 

349 and name CA ) 

349 and name CB ) 

34 and name CA ) 

34 and name CB ) 

350 and name CA ) 

350 and name CB ) 

351 and name CA ) 

352 and name CA ) 
352 and name CB ) 

35 and name CA ) 
361 and naraa CA ) 
361 and name CB ) 
382 and name CA ) 

382 and name CB ) 

383 and name CA ) 
39 and name CB ) 

424 and name CA ) 

425 and name CA ) 

426 and name CA ) 

427 and name CA ) 
426 and name CA ) 

429 and name CA ) 

430 and name CA ) 

431 and name CA ) 
433 and name CA ) 



434 and name CA 

435 and name CA 
6 and name C 
6 and name CB 

6 and name 0 

7 and name C 



4.61 
4.46 
5.15 
3.25 
5.73 
4.99 
4.64 
4.48 
3.88 
6.21 
6.41 
6.14 
5.38 
8.71 
8.69 
10.10 
9.72 
11-10 
10.41 
16.26 
16.18 
15.24 
14.57 
13.20 
15.43 
17.70 
17.12 
17.46 
16.32 
14.26 
15.04 
12.79 
12.79 
13.08 
14.20 
13.38 
14.66 
16.73 
13.80 
12.50 
15.07 
16.14 
17.92 
14.68 
13.54 
14.65 
15.91 
11.63 
10.70 
13.26 
13.90 
10.74 
10.85 
10.70 
13.30 
12.63 
14.34 
15.14 
14.67 
13.25 
11.87 
16.12 
14.19 
13.60 
18.25 
17.85 
17.04 
17.29 
17.12 
15.16 
12.54 
11.63 
10.47 
9.87 
10.15 
12.20 
11.14 
13.17 
14.98 
1.52 
1.55 
2.39 
4.45 



0.17 
0.14 
0.1S 
0.15 
0.16 
0.32 
0.27 
0.30 
0.24 
0.33 
0.37 
0.32 
0.38 
0.21 
0.15 
0.30 
0.34 
0.62 
0.72 
1.52 
1.29 
1.30 
1.64 
1.65 



91 
36 
91 
55 
52 
.86 
.97 
.93 
1.36 
1.87 
2.17 
1.64 
1.70 
1.46 
1.21 
1.22 
0.97 
0.89 
1.60 
1.56 
1.66 
1.19 
1.19 
0.82 
0.62 
0.64 
0.81 
0.93 
1.38 
1.29 
1.22 
1.49 
1.16 
0.91 
1.35 
2.02 
2.12 
1.34 
2.70 
2.85 
0.86 
0.76 
1.03 
0.92 
1.99 
2.23 
2.01 
2.63 
2.09 
1.70 
0.86 
1.47 
1.62 
2.15 
2.56 
0.01 
0.02 
0.01 
0.06 



0.17 
0.13 
0.14 
0.15 
0.16 
0.33 
0.28 
0.30 
0.24 
0.33 
0.36 
0.32 
0.37 
0.20 
0.15 
0.31 
0.35 
0.63 
0.72 
1.S3 
1.29 
1.30 
1.64 
1.65 
1.92 
1.35 
1.90 
1.54 
1.52 
1.86 
1.97 
1.93 
1.37 
1.87 
2.17 
1.64 
1.70 
1.47 
1.20 
1.23 
0.96 
0.88 
1.60 
1.56 
1.66 
1.20 
1.18 
0.83 
0.62 
0.63 
0.80 
0.94 
1.38 
1.29 
1.22 
1.49 
1.16 
0.91 
1.35 
2.02 
2.12 
1.34 
2.70 
2.85 
0.86 
0.76 
1.03 
0.92 
1.98 
2.23 
2.01 
2.63 
2.09 
1.70 
0.87 
1.46 
1.62 
2.15 
2.56 
0.01 
0.03 
0.02 
0.07 
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15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



80 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
j segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
{segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(sogtd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and res id 
and resid 
and resid 
and resid 
and resid 
and tesid 
and lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and res id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and lesid 
and re&id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



6 and name CA ) 
6 and name CA ) 
6 and name CA ) 
6 and name CA } 
6 and name CA ) 
6 and name CA ) 
6 and name CA ) 
6 and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB ) 
and name CB ) 
6 and name CB ) 
6 and name CB ) 
and name CB ) 



and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 



6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 



6 and name CB ) 



6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB ) 
6 and name CB ) 
6 and name CB ) 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB 
6 and name CB ) 
6 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
[segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(seqid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A1 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and res id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and iesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
ana resid 
and resid 



7 and name CA ) 
7 and name CB ) 
7 and name N ) 

7 and name O ) 

8 and name C ) 
8 and name CA ) 



8 and name CB 
8 and name N 

8 and name O 

9 and name C 
9 and name CA 
9 and name CB 
9 and name N 



10 and name CA ) 
10 and name CB ) 

10 and name N ) 

11 and name CA ) 

11 and name CB ) 

12 and name CA ) 

12 and name CB ) 

13 and name CA ) 
13 and name CB ) 
21 and name CA ) 
21 and name CB ) 
23 and name CA ) 
23 and name CB ) 
25 and name CA ) 

30 and name CA ) 

314 and name CA ) 

315 and name CA ) 

315 and name CB ) 

316 and name CA > 

317 and name CA ) 

318 and name CA ) 

318 and name CB ) 

319 and name CA ) 
319 and name CB ) 

31 and name CA ) 

32 and name CA ) 

32 and name CB ) 

33 and name CA ) 

33 and name CB ) 
344 and name CA ) 

344 and name CB > 

345 and name CA ) 

345 and name CB ) 

346 and name CA ) 

346 and name CB ) 

347 and name CA ) 

347 and name CB ) 

348 and name CA ) 

349 and name CA ) 

349 and name CB ) 

34 and name CA ) 

34 and name CB ) 

350 and name CA ) 

350 and name CB ) 

351 and name CA ) 

352 and name CA ) 
352 and name CB ) 

35 and name CA ) 

382 and name CB ) 

383 and name CA ) 
39 and name CB ) 

425 and name CA ) 

426 and name CA ) 

427 and name CA ) 

428 and name CA ) 

429 and name CA ) 

430 and name CA ) 

431 and name CA ) 
433 and name CA > 



434 and name CA 

435 and name CA 
and name C 
and name CA 
and name CB 
and name H 
and name O 

8 and name C 
8 and name CA 
8 and name CB ) 
8 and name N ) 



7 
7 
7 
7 
7 



3.82 
4.92 
2.47 
5.40 
5.58 
5.46 
5.82 
4.3B 
6.74 
5. 87 
5.28 
4.72 
4.67 
7.07 
6.55 
6.26 
9.72 
9.80 
11.28 
10.95 
11.89 
11.04 
16.44 
15.58 
14.51 
13.13 
15.01 
16.78 
16.54 
14.62 
15.44 
12.88 
12.72 
12.70 
13.77 
12.89 
14.14 
16.61 
13.80 
12.56 
15.20 
16.20 
14.34 
13.17 
14.48 
15.71 
11.61 
10.78 
13.23 
13.76 
10.91 
11.31 
11.16 
13.69 
13.13 
14.71 
15.40 
15.01 
13.93 
12.59 
16.60 
17.84 
16.89 
17.38 
15.21 
12.45 
11.34 
9.94 
9.15 
9.29 
11.33 
10.59 
12.68 
14.67 
5.56 
4.62 
5.56 
3.33 
6.45 
6.99 
6.89 
7.33 
5.71 



0.01 
0.05 
0.03 
0.13 
0.24 
0.17 
0.21 
0.17 
0.24 
0.41 
0.39 
0.46 
0.31 
0.34 
0.30 
0.33 
0.18 
0.12 
0.32 
0.37 
0.68 
0.78 
1.42 
1.43 
1.88 
1.89 
2.37 
2.27 
1.87 
2.14 
2.23 
2.32 
1.87 
2.36 
2.64 
2.16 
2.24 
1.78 
1.49 
1.48 
1.18 
1.16 
2.01 
2.12 
1.58 
1.58 
1.27 
1.04 
1.23 
1.40 



0.02 
0.06 
0.03 
0.14 
0.24 
0.18 
0.21 
0.16 
0.24 
0.41 
0.40 
0.46 
32 
35 
31 
33 
17 
11 
31 
36 
0.67 
0.78 



1.51 
1.62 
1.50 
1.34 
1.58 
1.34 
1.15 
1.58 
2.14 
2.25 
1.38 
1.17 
1.56 
1.18 
2.48 
2.36 
2.86 
2.35 
1.70 
1.21 
1.66 
2.10 
2.76 
3.04 
0.07 
0.0S 
0.07 
0.07 
0.11 
0.21 
0.17 
0.20 
0.17 



42 
44 
88 
90 
37 
2.28 
1.87 
2.14 
2.23 
2.33 
1.87 
2.37 
2.64 
2.16 
2.23 
1.78 
1.48 
1.48 
1.19 
1.17 
2.00 
2.12 
1.58 
1.59 
1.26 
1.05 
1.22 
1.41 
1.50 
1.61 
1.50 
1.35 
1.58 
1.34 
1.16 
1.59 
2.14 
2.25 
1.38 
1.17 
1.55 
1.19 
2.48 
2.36 
2.86 
2.35 
1.70 
1.22 
1.66 
2.09 
2.76 
3.03 
0.07 
0.05 
0-07 
0.06 
0.10 
0.21 
0.17 
0.20 
0.17 
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30 



assign 
assign 
assign 
assign 
assxgn 
assign 
assign 
assign 
assign 
assxgn 
assagn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assxgn 
assxgn 
assign 
assxgn 
25 assign 
assign 
assign 
assign 
assxgn 
assxgn 
assign 
assign 
assxgn 
assxgn 
35 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
40 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assxgn 
assign 
65 aasign 
assign 
assxgn 
assign 
assign 
assxgn 
assign 
assxgn 
assign 
assign 
assxgn 
assign 
assxgn 
assign 
assxgn 
assxgn 
assign 
assign 
assign 



45 



50 



60 



70 



75 



80 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(sag id 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resxd 
arid lesid 
and xesid 
and resid 
and resid 
and resid 
and resxd 
and rebxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resid 
and resxd 
and resid 
and resid 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resxd 
and resid 
and resid 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resid 
and resxd 
and resxd 
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6.89 
6.50 
5.80 
6.05 
6.45 
2.50 
1.46 
2.43 
3.55 
4.88 
4.30 
5.10 
2.89 
5.98 
5.92 
5.54 
5.56 
4.49 
7.14 
6.82 
6.00 
5.50 
5.18 
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4.08 
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3.12 
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4.09 

I. 34 
3.48 
6.18 
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15.18 
16.32 
14.72 
12.27 
10.88 
14.74 
15.25 
17.55 
18.00 
16.50 
15.17 
18.11 
18.64 
17.46 
12.42 
11.35 
11.92 
12.07 
11.41 
14.29 
15.77 
13.64 
12.91 
17. BO 
18.06 
15.75 
17.15 
18.24 
15.50 
16.26 
16.15 
16.81 
17.67 
17.51 
16.66 
17.66 
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15.68 
15.74 
14.00 
11.35 
10.65 
9.76 
9.02 
13.29 
14.43 
14.16 
15.36 
14.36 
13.40 
17.21 
19.26 
19.04 
1.53 
2.41 
4.54 
3.82 
4.80 
5.11 
2.43 
4.40 
7.27 
6.71 
5.68 
8.55 
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6.77 
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6.87 
5.41 
4.89 
5.50 
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9.10 
9.92 
10.62 
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9.43 
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0.33 
0.02 
0.02 
0.05 
0.04 
0.08 
0.20 
0.04 
0.17 
0.08 
0.06 
0.06 
0.27 
0.51 
0.53 
0.56 
0.71 
0.52 
0.50 
0.50 
0.37 
0.40 
0.50 
0.42 
0.34 
0.56 
0.58 
0.67 
0.73 
0.51 
0.50 



0.48 
0.52 
0.74 
0.64 
0.60 
0.43 
0.31 
0.62 
0.64 
0.88 
0.86 
0.83 
0.54 
0.55 
0.47 
0.73 
0.91 
0.89 
0.93 
1.11 
1.07 
1.21 
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.24 
.32 
.34 
.06 
.00 
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0.72 
0.82 
0.37 
0.56 
0.54 
0.77 
0.49 
0.49 
0.73 
0.89 
0.80 
1.09 
1.37 
0.59 
0.58 
0.45 
0.53 
0.36 
0.39 
0.39 
0.40 
0.45 
0.35 
0.33 
0.01 
0.02 
0.05 
0.04 
0.09 
0.19 
0.04 
0.16 
0.07 
0.06 
0.05 
0.27 
0.50 
0.53 
0.56 
0.71 
0.52 
0.50 
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0.34 
0.56 
0.58 
0.68 
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assign 
assign 
assign 
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assign 
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assign 
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(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A1 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 1A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(&eg id 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and res xd 
and resxd 
and resid 
and resid 
and resid 
and resxd 
and resid 
and resid 
and resxd 
and resxd 
and resid 
and resid 
and resid 
and lesxd 
and resxd 
and res id 
and resid 
and resid 
and resid 
and resid 
and resxd 
and resid 
and resid 
and resid 
and resid 
and lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
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and resid 
and resxd 
and resid 
and resid 
and resid 
and resid 
and resxd 
and resxd 
and resxd 
and resid 
and resid 
and resxd 
and resid 
and resxd 
and resxd 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resxd 
and resxd 
and resid 
and resid 
and resxd 
and resid 
and resxd 
and xesxd 
and resid 
and resid 
and resid 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and tesxd 
and resxd 
and resid 
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(segxd 3A4 
(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd HEM 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
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(segid 3A4 
(segxd HEM 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(3egxd 3A4 
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(segid 3A4 
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(segxd 3A4 
(segid 3A4 
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(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
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and resxd 
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and resid 
and resxd 
and resxd 
and resid 
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and resxd 
and resid 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
and resid 
and resid 
and resid 
and resid 
and resid 
and resxd 
and resxd 
and resid 
and resxd 
and resxd 
and resxd 
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and resxd 
and resid 
and resid 
and resid 
and resxd 
and resid 
and resxd 
and resxd 
and resid 
and res id 
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and resid 
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and resxd 
and resxd 
and resxd 
and re3id 
and resid 
and resid 
and resxd 
and resxd 
and resxd 
and resxd 
and resxd 
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and resid 
and resxd 
and resid 
and resid 
and resxd 
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and resxd 
and resxd 
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and resxd 
and resid 
and resid 
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70 and 
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71 and 
71 and 
71 and 
71 and 
71 and 

71 and 
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74 and 

75 and 
75 and 
75 and 
75 and 

1 and 
71 and 
71 and 
71 and 
71 and 
71 and 

71 and 

72 and 
72 and 
72 and 
72 and 
75 and 
75 and 
75 and 
75 and 
75 and 
71 and 
)1 and 
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72 and 
72 and 
72 and 
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73 and 
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74 and 
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75 and 
75 and 
75 and 
75 and 
75 and 
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250 and 
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325 and 
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name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name 02 D) 
name C ) 
name CA ) 
name 0 ) 
name C ) 
name CA ) 
name CB ) 
name CG ) 
name N ) 
name 0 ) 
name CA ) 
name N ) 
name C ) 
name CA ) 
name CB ) 
name CG ) 
name N } 
name 02D) 
name C ) 
name CA ) 
name CB ) 
name CG ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name N ) 
name O ) 
name C ) 
name CA > 
name CB ) 
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name N 
name CB 
name CG 
name 0 
name C 
name CA ) 
name N ) 
name O ) 
name CA ) 
name N ) 
name C ) 
name M ) 
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name CA ) 
name CB ) 
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name CA ) 
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name CB ) 
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name CB ) 
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13.35 
14.54 
14.06 
14.54 
13.57 
15.74 
15.38 
18.95 
17.72 
6.92 
2.51 
1.45 
2.86 
5.7S 
4.94 
5.92 
5.97 
3.65 
5.71 
7.84 
6.78 
7.29 
6.19 
5.64 
5.93 
6.50 
6.48 
3.55 
2.82 
4.16 
4.53 
2.26 
3.95 
6.37 
5.43 
4.28 
6.69 
6.28 
4.99 
3.88 
4.12 
5.39 
2.49 
3.98 
1.24 
2.97 
2.44 

I. 33 
3.35 
5.18 
4.33 
5.32 
4.82 
5.78 
4.65 
3.78 
4.78 
4.24 
6.85 
5.83 

17.27 
14.56 
13.95 
17.18 
15.22 
14.06 
14.72 
14.71 
18.39 
16.22 
15.59 
14.17 
17.70 
18.13 
17.98 
12.85 
10.91 

II. 14 
11.13 
10.67 
12.45 
13.90 
11.28 



0.58 
0.59 
0.66 
0.52 
0.68 
0.41 
0.52 
0.48 
0.50 
0.32 
0.05 
0.01 
0.08 
0.07 
0.07 
0.13 
0.31 
0.05 
0.14 
0.16 
0.12 
0.39 
0.40 
0.28 
0.32 
0.39 
0.43 
0.16 
0.03 
0.11 
0.32 
0.03 
0.15 
0.26 
0.31 
0.25 
0.08 
0.54 
0.56 
0.53 
0.50 
0.62 
0.03 
0.21 
0.01 



1.17 
0.41 
0.46 
0.24 
0.16 
0.75 
0-36 
0.44 
1.30 
1.19 
1.19 
0 



0.81 
0.64 
0.63 
0.39 
0.32 
0.75 
0.48 
0.34 
0.74 
0.18 
0.U 
0.48 
0.47 
0.71 



0.58 
0.60 
0.66 
0.52 
0.68 
0.41 
0.53 
0.49 
0.50 
0.32 
0.05 
0.01 
0.09 
0.07 
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0.14 
0.31 
0.06 
0.13 
0.16 
0.12 
0.40 
0.39 
0.28 
0.33 
0.38 
0.43 
0.16 
0.04 
0.10 
0.32 
0.02 
0.16 
0.27 
0.30 
0.24 
0.08 
0.54 
0.57 
0.53 
0.51 
0.62 
0.02 
0.21 
0.01 
0.06 
0.01 
0.01 
0.34 
1.04 
1.00 
0.84 
1.17 
0.40 
0.47 
0.24 
0.16 
0.76 
0.37 
0.45 
1.30 
1.19 
1.20 
0.96 
0.99 
1.05 
0.64 
0.58 
0.61 
0.81 
0.65 
0.62 
0.39 
0.32 
0.75 
0.48 
0.34 
0.74 
0.18 
0.40 
0.49 
0.47 
0.71 
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abbign (segid 3A4 end resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assLgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid JA4 and resid 
20 assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 
(segid 3A4 
25 assign (segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



and resid 
and resid 
and resid 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
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71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
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71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA > 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name 1 CA ) 
11 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71. and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CA ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 



(segid 3A4 and resid 326 and name CB } 
(segid 3A4 and resid 327 and name CA ) 
(segid 3A4 and resid 327 and name CB ) 
(segid 3A4 and resid 328 and name CA ) 
(segid 3A4 and resid 329 and name CB ) 
(segid 3A4 and resid 337 and name CB ) 
(segid 3A4 and resid 338 and name CA ) 
(segid 3A4 and resid 339 and name CA ) 
(segid 3A4 and resid 339 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 341 and name CA ) 
(segid 3A4 and resid 341 and name CB ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resxd 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 71 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB > 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(aegid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(sogid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and rosid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(sogid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 



71 and name CB ] 
71 and name CG ) 

71 and name O ) 

72 and name C ) 
72 and name CA ) 
72 and name N ) 

72 and name O ) 

73 and name CA ) 
73 and name CB ) 

73 and name N ) 

74 and name CA ) 

74 and name CB ) 

75 and name CA ) 
75 and name CB ) 
75 and name CG ) 

75 and name N ) 

76 and name CA ) 

76 and name CB ) 

77 and name CA ) 

77 and name CB ) 

78 and name CA ) 

78 and name CB ) 

79 and name CA ) 

79 and name CB ) 

80 and name CA ) 

81 and name CA ) 

81 and name CB > 

82 and name CA ) 

82 and name CB ) 

83 and name CA ) 
83 and name CB ) 



10.34 
14.56 
14.67 
17.77 
16.91 
18.33 
18.83 
15.81 
15.95 
14.46 
16.13 
17.06 
15.08 
15.71 
15.31 
16.84 
17.91 
17.33 
16.35 
15.83 
15.04 
12.71 
10.11 
9.07 
9.68 
9.03 
13.40 
14.28 
15.17 
16.48 
15-54 
14.78 
18.80 
1.52 

I. 54 
2.68 
2.39 
4.36 
3.81 
2.44 
4.55 
6.53 
7.66 
5.62 
6.56 
6.37 
5.55 
4.53 
5.3a 
5.30 
8.35 
8.64 

10.63 
10.73 
10.70 
9.95 

II. 01 
10.14 
13.65 
15.60 
15.32 
16.06 
15.30 
16.63 
15.97 
15.38 
14.77 
16.16 
14.93 
15.91 
15.93 
16.77 
15.37 
19.01 
13.09 
10.87 
11.11 
10.65 
10.12 
11.74 
13.17 
10.31 

9.38 



0.92 
0.87 
0.99 
0.80 
1.09 
0.43 
0.74 
0.98 
1.15 
1.25 
0.76 
0.59 
0.S7 
0.12 
0.21 
0.40 
0.52 
0.94 
1.16 
1.26 
1.48 
1.34 
1.48 
1.74 
0.89 
0.88 
0.86 
0.96 
0.61 
0.66 
0.38 
0.32 
0.44 
0.01 
0.01 
0.20 
0.02 
0.06 
0.01 
0.02 
0.51 
0.92 
1.17 
0.87 
0.97 
1.12 
0.52 
0.40 
0.33 
0.72 
0.45 
0.47 
0.66 
0.75 
0.58 
0.61 
0.33 
0.29 
0.47 
0.50 
0.56 
0.52 
0.77 
0.29 
0.43 
1.39 
1.41 
1.14 
1.21 
0.77 
0.74 
0.67 
0.66 
0.44 
0.65 
0.81 
1.23 
0.38 
0.28 
0.60 
0.56 
0.66 
1.02 



0.92 
0.87 
0.98 
0.79 
1.08 
0.43 
0.73 
0.98 
1.14 
1.25 
0.76 
0.59 
0.57 
0.11 
0.20 
0.41 
0.51 
0.93 
1.16 
1.26 
1.47 
1.34 
1.48 
1.74 
0.88 
0.87 
0.85 
0.96 
0.62 
0.66 
0.39 
0.32 
0.44 
0 
0 
0 
0 
0 
0 



00 
01 
20 
02 
06 
02 
0.02 
0.51 
0.92 
1.17 
0.87 
0.97 
1.13 
0.53 
0.41 
0.34 
0.71 
0.45 
0.48 
0.67 
0.76 
0.59 
0.60 
0.32 
0.30 
0.47 
0.49 



55 
52 
78 
28 
42 
40 
1.40 
1.14 
1.21 
0.77 
0.73 
0.67 
0.65 
0.44 
0.64 
0.82 
1.22 
0.37 
0.28 
0.59 
0.56 
0.66 
1.02 



647 



assign (segxd 3A4 and res id 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and rebid 
assxgn (segxd 3A4 and resxd 
5 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and res id 
assxgn (segld 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
10 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
15 assxgn (segld 3A4 and resxd 
assign (segld 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
20 assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
25 assxgn (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
assxgn (segxd 3A4 and resxd 
30 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
35 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
40 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
45 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
50 assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
a&sxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resid 
55 assxgn (segxd 3A4 and resxd 
assxgn ( segid 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resid 
assign (segxd 3A4 and resid 
65 assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
70 assign (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
75 assxgn (segxd 3A4 and tesid 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (s>egxd 3A4 and resxd 
80 assign (segxd 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name C8 ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 



71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 



(segid 3A4 and resid 327 and name CA ) 
(9egid 3A4 and tesid 327 and name CB ) 
(segid 3A4 and resxd 328 and name CA } 
and Lesid 328 and name CB ) 
and resxd 329 and name CB ) 
and resxd 337 and name CA ) 
and resid 337 and name CB ) 
and resid 338 and name CA ) 
and resid 338 and name CB ) 
and resid 339 and name CA ) 
and resxd 339 and name CB ) 
and resid 340 and name CA ) 
(segxd 3A4 and resxd 341 and name CA ) 
(segxd 3A4 and resxd 341 and name CB ) 
and resid 342 and name CA ) 
and resxd 343 and name CA ) 
and resxd 343 and name CB ) 
and tesxd 344 and name CA ) 
and tesxd 344 and name CB ) 
(segxd 3A4 and resxd 387 and name CA ) 
(segid 3A4 and resxd 386 and name CA ) 
(segld 3A4 and resxd 388 and name CB ) 
(segid 3A4 and res id 389 and name CA ) 
(segid 3A4 and tesid 389 and name CB ) 
(segid 3A4 and resid 3^0 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segxd 3A4 and resid 392 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 



71 and name CB ) 



71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB 
71 and name CB ) 
71 and name CB ) 
71 and name CB ) 
71 and name CB } 
71 and name CG ) 
71 and name CG ) 
71 and name CG ) 



71 and name N 
71 and name N 
71 and name N 
71 and name N 
71 and name N 
71 and name N 
71 and name N 
71 and name N 
71 and name H 
71 and name H 
71 and name N 
71 and name N 
71 and name N 
71 and name N 
71 and name N 
71 and name w 
71 and name 0 
71 and name O 
71 and name O 
71 and name O 
71 and name O 



(segid 3A4 and resxd 
(segid 3A4 and resid 
(segxd 3A4 and tesid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and reaid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(seqxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A1 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 



71 and name CG 

72 and name C 
72 and name CA 
72 and name N 

72 and name O 

73 and name CA ) 
73 and name CB ) 

73 and name N ) 

74 and name CA ) 

74 and name CB ) 

75 and name CA ) 
75 and name CB ) 
75 and name CG ) 

75 and name W ) 

76 and name CA ) 

76 and name CB ) 

77 and name CA ) 

77 and name CB ) 

78 and name CA ) 

78 and name CB ) 

79 and name CA ) 

79 and name CB ) 

80 and name CA ) 

81 and name CA ) 

81 and name CB ) 

82 and name CA ) 

82 and name CB ) 

83 and name CA ) 
83 and name CB ) 
72 and name C ) 
72 and name CA ) 
72 and name N ) 
71 and name C ) 
71 and name CA ) 
71 and name CB ) 
71 and name CG ) 

71 and name O ) 

72 and name C ) 
72 and name CA ) 



72 and name N 

72 and name O 

73 and name N 

74 and name C 

75 and name C 
75 and name CA ) 
75 and name CB ) 
75 and name CG ) 
75 and name N ) 
71 and name CB ) 

71 and name CG > 

72 and name C ) 
72 and name CA ) 
72 and name H ) 



13-52 
13.63 
16.80 
18.09 
16.21 
18.66 
17.67 
17.89 
18.78 
14.78 
14.83 
13.52 
15.41 
16.35 
14.65 
15.52 
15.10 
16.94 
18.00 
13.57 
11.18 
10.09 
10.90 
10.18 
14.62 
15.48 
16.50 
17.78 
16.98 
16.24 

I. 67 
4.63 
4.48 
3.19 
4.56 
6.85 
7.78 
5.78 
7.27 
6.97 
6.86 
5.92 
6.79 
6.41 
9.51 
9.64 

II. 69 
11.66 
11.95 
11.18 
12.42 
11-56 
14.95 
16.89 
16.56 
17.46 
16.72 
18.06 
17.38 

6.22 
5.96 
4.59 
2.41 
1.46 
2.46 
3.20 
2.66 
5.28 
4.80 
3.59 
5.45 
6.25 
6.05 
6.71 
5.30 
4.47 
5.33 
5.06 
3.26 
1.79 
2.94 
2.76 
2.24 



0.81 
1.02 
0.76 
0.70 
1.40 
0.57 
0.69 
0.40 
0.42 
0.60 
0.78 
0.85 
0.36 
0.19 
0.33 
0.44 
0.57 
0.66 
0.58 
1.58 
1.62 
1.87 
0.99 
1.00 
0.98 
1.09 
0.67 
0.72 
0.37 
0.29 
0.27 
O.10 
0.06 
0.07 
0.76 
0.94 
1.34 
0.82 
0.91 
1.08 
0.40 
0.26 
0.27 
0.59 
0.35 
0.39 
0.64 
0.77 
0.55 
0.57 
0.26 
0.20 
0.40 
0.48 
0.55 
0.S5 
0.81 
0-23 
0.38 
0.27 
0.18 
0.18 
0.06 
0.01 
0.03 
0.18 
0.14 
0.11 
0.06 
0.03 
0.43 
0.53 
0.63 
0.41 
0.46 
0.33 
0.34 
0.58 
0.08 
0.22 
0.11 
0.06 
0.02 



0.80 
1.02 
0.76 
0.69 
1.39 
0.57 
0.68 
0.40 
0.43 
0.59 
0.78 
0.86 
0.36 
0.19 
0.33 
0.43 
0.58 
0.67 
0.58 
1.59 
1.62 
1.86 
1.00 



00 
97 
09 
68 
72 
38 
0-29 
0.27 
0.10 
0.06 
0.07 
0.76 
0.94 
1.34 
0.82 
0.92 
1.08 
0.39 
0.27 
0.?7 
0.58 
0.34 
0.40 
0.63 
0.78 
0.55 
0.57 
0.25 
0.21 
0.40 
0.47 
0.56 
0.55 
0.82 
0.23 
0.38 
0.27 
0.18 
0.18 
0.07 
0.01 
0.02 
0.18 
0.13 
0.10 
0.07 
0.04 
0.43 
0.52 
0.64 
0.41 
0.45 
0.34 
0.33 
0.59 
O.08 
0.23 
0.11 
0.05 
0.02 
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10 



15 



20 



25 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



(scgid 3A4 and reaid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(scgid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(begid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(sogid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re&id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and zesid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assiqn (segid 3A4 and lesxd 
assign (segid 3A4 and resid 
assign (scqid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



71 ond name 0 ) 
71 and name O } 
71 and name O ) 
71 and name O ) 
71 and name O ) 
71 and name O ) 
71 and name O ) 
71 and name O ) 
71 and name O ) 
71 and name o ) 
71 and name o ) 
71 and name O ) 
71 and name O ) 
71 and name O ) 
71 and name O ) 
71 and name 0 ) 
71 and name 0 ) 
71 and name O ) 

71 and name O ) 

72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C ) 
72 and name C } 
72 and name ca ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA ) 
72 and name CA > 
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name 0 ) 
name C ) 
name CA ) 



name CB 
name N 
name O 
name C 
name CA 
name CB ) 
name N ) 



6.97 
6.84 
7.19 
5.67 
6.76 
6.08 
6.23 
7.44 
6.86 
6.64 
9.92 
9.96 
11.29 
10.86 
11.91 
13.83 
13.50 
15.91 
15.76 
16.54 
15.67 
18.73 
18.52 
2.50 
1.46 
2.36 
3.60 
4.89 
4.22 
4.93 
2.80 
5. 98 
6.18 
5.70 
5.70 
6.99 
4.58 
7.33 
6.47 
6.02 
5.59 
3.16 
3.09 
2.78 
4.22 
2.24 
3.61 
4.33 
4.52 
5.37 
6.53 
3.52 
5.15 
4.49 
4.26 
4.11 
3.72 
5.66 
5.65 
4.56 
4.16 
3.71 
6.81 
6.89 
7.04 
5.57 
2.50 
1.23 
2.98 
2.44 
3.72 
4.96 
1.33 
3.67 
4.7b 
4.59 
5.34 
3.41 
5.85 
5.12 

4.eo 

4.65 
4.04 



0.19 
0.04 

o.n 

0.07 
0.57 
0.75 
0.43 
0.65 
0.75 
0.57 
0.40 
0.38 
0.25 
0.26 
0.64 
0.58 
0.62 
0.40 
0.60 
0.57 
0.77 
0.57 
0.66 
0.03 
0.01 
0.06 
0.06 
0.12 
0.05 
0.14 
0.05 
0.10 
0.28 
0.26 
0.28 
0.28 
0.21 
0.33 
0.31 
0.42 



26 
09 
23 
,04 
.08 
0.01 
0.34 
0.43 
0.34 
0.35 
0.38 
0.25 



0.28 
0.58 
0.68 
0.76 
0.68 
0.56 
0.50 
0.56 
0.65 
0.56 
0.52 
0.39 
35 
43 
02 
01 
03 
02 
03 
03 
01 
18 
13 
16 
0.24 
0.21 
0.16 
0.33 
0.21 
0.41 
0.20 



0.19 
0.04 
0.11 
0.06 
0.57 
0.75 
0.43 
0.65 
0.76 
0.57 
0.39 
0.39 
0.26 
0.26 
0.64 
0.57 
0.63 
0.40 
0.59 
0.58 
0.78 
0.57 
0.66 
0.03 
0.01 
0.06 
0.06 
0.12 
0.06 
0.15 
0.05 
0.10 
0.27 
0.25 
0.28 
0.29 
0.22 
0.33 
0.31 
0.43 
0.27 
0.09 
0.23 
0.03 
0.08 
0.02 
0.34 
0.42 
0.34 
0.34 
0.38 
0.25 
0.28 
0.58 
0.69 
0.76 
0.68 
0.55 
0.51 
0.56 
0.64 
0.57 
0.52 
0.38 
0.35 
0.42 
0.01 
0.00 
0.02 
0.01 
0.02 
0.03 
0.01 
0.17 
0.14 
0.16 
0.23 
0.20 
0.16 
0.32 
0.29 
0.40 
0.19 
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assign (segid 3A4 and xesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
a&sign (segid 3A4 and resid 
5 assign (segid 3A4 and res id 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
IS assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
a&sign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (sag id 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
a&sign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
assign (segid 3A4 and Lesid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 1A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



14 and name C ) 
74 and name C ) 
74 and name C ) 
74 and name C ) 
74 and name C ) 
74 and name C ) 
74 and name C ) 
74 and name C ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA > 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
7 4 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 
74 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and tesid 241 and name CA ) 



77 and name O ) 
76 and name C ) 

78 and name CA ) 
78 and name CB ) 

78 and name N ) 

79 and name CA ) 
79 and name CB ) 
79 and name N ) 



loav^ «■»■■«- » <-w- — — - - — • 

(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(j> eg id 3A4 and resid 24 b and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB > 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 326 and name CB > 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB > 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 74 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
„ (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resia 
(segid 3A4 and resid 



74 and name CB ) 

74 and name 0 ) 

75 and name C ) 
75 and name CA ) 
75 and name CB ) 
75 and name CG ) 
75 and name N ) 

75 and name 0 ) 

76 and name C ) 
76 and name CA ) 
7 6 and name CB ) 
76 and name N ) 

76 and name O ) 

77 and name C ) 
77 and name CA ) 
77 and name CB ) 

77 and name N ) 

78 and name CA ) 
78 and name CB ) 

78 and name N ) 

79 and name CA ) 

79 and name CB ) 

80 and name CA ) 

81 and name CA } 

81 and name CB ) 

82 and name CA ) 

82 and name CB ) 

83 and name CA ) 

83 and name CB ) 

84 and name CA ) 

84 and name CB ) 

85 and name CA ) 
85 and name CB ) 



6.31 
6.16 
5.23 
4.82 
4.34 
7.09 
6.96 
5.88 
15.36 
14.96 
17.38 
12.62 
12.20 
15.27 
16.61 
13.89 
13.73 
10.69 
9. 58 
13.16 
14.18 
15.47 
16.16 
13.28 
12.18 
12.48 
11.90 
16.20 
17.03 
17.19 
15.40 
13.94 
16.98 
16.88 
17.03 
16.79 
15.64 
16.11 
12.62 
11.61 
12.63 
12.64 
15.90 
16.59 
16.87 
18.29 
15.72 
14.56 
18.93 
1.52 



.54 
.40 
.38 
.81 
.85 
.23 
.43 
5.12 
5.77 
5.63 
6.07 
4.55 
6.90 
6.00 
5.48 
4.92 
4.87 
6.33 
5.93 
5.38 
8.51 
8.41 
10.08 
11.20 
10.59 
12.86 
12.47 
14.22 
13.67 
16.64 
16.52 
18.11 
17.66 



0.34 
0.37 
0.3b 
0.40 
0.35 
0.30 
0.22 
0.31 
1.25 
1.31 
1.20 
1.74 
1.84 
1.73 
1.73 
1.76 
1.78 
1.72 
1.79 
1.63 
1.62 
1.60 
1.66 
1.43 
1.46 
1.19 
1.17 
1.20 
1.29 
1.25 
1.08 
1.06 
0.98 
0.94 
0.98 
0.98 
1.66 
0.98 
1.06 
1.28 
0.49 
0.50 
0.38 
0.54 
0.08 
0.10 
0.40 
0.52 
0.58 
0.00 
0.01 
0.04 
0.03 
0.03 
0.08 
0.05 
0.04 
0.19 
0.19 
0.19 
0.30 
0.22 
0.22 
0.45 
0.42 
0.58 
0.29 
0.47 
0.50 
0.47 
0.33 
0.22 



0.33 
0.36 
0.36 
0.39 
0.35 
0.29 
0.21 
0.31 
1.26 
1.30 
1.20 
1.74 
1.83 
1.72 
1.74 
1.77 
1.77 
1.72 
1.78 
1.63 
1.63 
1.59 
1.66 
1.44 
1.45 
1.18 
1.17 
1.21 
1.30 
1.26 
1.07 
1.06 
0.97 
0.95 
0.97 
0.97 



35 
55 
64 
75 
95 
0.39 
0.38 
0.53 
0.71 
0.93 
1.12 



66 
99 
05 
29 
.50 
0.50 
0.38 
0.54 
0.07 
0.10 
0.41 
0.53 
0.57 
0.01 
0.01 
0.03 
0.04 
0.03 
0.08 
0.05 
0.05 
0.20 
0.19 
0.19 
0.30 
0.22 
0.22 
0.46 
0.42 
0.59 
0.29 
0.48 
0.49 
0.47 
0.32 
0.22 
0.35 
0.55 
0.64 
0.75 



95 
39 
.39 
.53 
.70 
.93 



1.12 
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assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(segid 3A4 and resid 
(segid 3A4 and resid 
(sag id 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(3egid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re bid 
(segid 3A4 and resid 
(segid 3A4 and resid 



74 and name CA ) 
74 and name CA ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB > 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB > 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name CB ) 
74 and name N ) 
74 and name N > 
74 and name N ) 
74 and name N > 
74 and name N ) 
74 and name N ) 
74 and name n ) 
74 and name N ) 
74 and name N ) 
74 and name H ) 
74 and name H ) 
74 and name N ) 
74 and name N ) 
74 and name N ) 
74 and name N ) 



18.43 
17.56 
15.60 
15.09 
17.46 
12.16 
11.60 



(segid 3A4 and resid B6 and name CA ) 
(segid 3A4 and resid 86 and name CB ) 
(segid 3A4 and lesid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 

(segid 3A4 and resid 240 and name CB J 

(segid 3A4 and resid 241 and name CA ) 14.65 
(segid 3A4 and resid 241 and name CB ) 15.96 
(segid 3A4 and resid 242 and name CA ) 13.00 
(segid 3A4 and resid 242 and name CB ) 12.73 
(segid 3A4 and resid 243 and name CA ) 9.96 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 16.58 
(segid 3A4 and resid 250 and name CA ) 14.92 



0.68 
0.78 
1.45 
1.52 
1.39 
1.89 
1.95 
1.94 
1.95 



8.94 
12.74 
13.81 
14.78 
15.37 
12.48 
11.29 
12.08 
11.64 
15.83 

16.63 
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(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 324 and name CB 
(segid 3A4 and resid 387 and name CA 
(segid 3A4 and resid 388 and name CA 
(segid 3A4 and resid 388 and name CB 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 75 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



75 and name CA ) 
75 and name CB ) 
75 and name CG ) 
75 and name N ) 

75 and name O ) 

76 and name C ) 
76 and name CA ) 
76 and name CB ) 

76 and name N ) 

77 and name CA ) 
77 and name CB ) 

77 and name N ) 

78 and name CA ) 
78 and name CB ) 

78 and name N ) 

79 and name CA ) 

79 and name CB ) 

80 and name CA ) 

81 and name CA ) 

81 and name CB ) 

82 and name CA ) 

82 and name CB ) 

83 and name CA ) 

83 and name CB ) 

84 and name CA ) 
84 and name CB ) 
86 and name CB ) 
74 and name C ) 
74 and name CA ) 
74 and name CB ) 

74 and name O ) 

75 and name C ) 
75 and name CA ) 
75 and name CB ) 
75 and name CG ) 
75 and name N ) 

75 and name O ) 

76 and name C ) 
76 and name CA ) 
76 and name CB ) 
76 and name W ) 
76 and name 0 ) 



13.49 
16.79 
16.77 
16.24 
16.77 
13.38 
12.40 
13.09 
12.95 
16.42 
17.22 
17.26 
18.64 
16.25 
15.06 
5.39 
4.49 
5.40 
6.80 
3.18 
6.06 
7.13 
6.98 
7.51 
5.79 
6.75 
6.13 
6.24 
6.97 
6.26 
6.26 
9.35 
9.31 
11.23 
12.05 
11.32 
13.50 
13.00 
15.11 
14.67 
17.58 
17.50 
18.14 
2.46 
1.46 
2 



2.00 
1.98 
1.98 
2.04 
1.90 
1.89 
1.87 
1.94 
1.68 
1.70 
1.42 
1.40 
1.47 
1.58 
1.50 
1.26 
1.23 
1.17 
1.15 
1.24 
1.10 
1.18 
1.44 
0.60 
0.65 
0.40 
0.54 
0.10 
0.14 
0.48 
0.62 
0.06 
0.11 



0.66 
0.78 
1.16 
1.51 
1.39 
1.88 
1.96 
1.95 
1.95 
1.99 
1.98 
1.99 
2.04 
1.90 
1.89 
1.87 
1.94 
1.69 
1.70 
1.42 
1.40 
1.46 
1.57 
1.49 
1.26 
1.24 
1.17 
1.15 
1.23 
1.10 
1.17 
1.44 
0.59 
0.64 
0.40 
0.54 
0.10 
0.14 
0.49 
0.62 
0.06 



.46 
3.50 
4.74 



20 
18 
14 
.15 
16 
.19 
0.30 
0.24 
0.41 
0.57 
0.25 
0.51 
0.55 
0.47 
0.34 
0.22 
0.34 
0.59 
0.68 

o.e6 

1.06 
0.43 
0.38 
0.60 
0.76 
0.88 
0.01 
0.01 
0.03 
0.04 



.20 
.89 



4 
4 

6.31 
2.78 
5.70 



6.01 
5.62 
5.72 
4.57 
7.22 



OS 
06 
11 
11 
05 
IS 
.20 
.24 
.36 
.23 



0.21 



11 
20 
17 
14 
.15 
.16 
.19 
.31 
0.24 
0.41 
0.58 
0.26 
0.51 
0.55 
0.47 
0.33 
0.22 
0.34 
0.60 
0.69 
0.87 
1.06 
0.44 
0.37 
0.61 
0.75 
0.89 
0.01 
O.OO 
0.03 
0.04 
0.05 
0.05 
0.11 
0.11 
0.05 
0.14 
0.21 
0.23 
0.37 
0.24 
0.21 



654 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



70 



75 



80 



(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
( segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 



3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A1 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 



ies\d 
res id 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
tesid 
resid 
resid 
resid 
lesid 
resid 
resid 
resid 
resid 
iesid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
res id 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 



name 
name 



name 



74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 
74 and 

74 and 

75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 



name N 
name N 
name N 
name N 
name N 
name O 
name 0 
name O 
name O 
name O 
name 0 
name O 
name 
name 
name 
name 



O 
O 
O 
O 
O 
O 
0 
O 
O 
O 
O 

name O 
name O 
name O 
name O 
name O 
name O 
name O 
name o 
name C 
name C 
c 
c 

name C 
name c 
name C 
name C 
C 
C 

name C 
name C 
name C 
C 
C 
C 
C 

c 
c 
c 
c 
c 
c 
c 



name 
name 
name 
name 



) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
> 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
> 
) 
) 
) 
) 
) 



name 
name 
name 
name 
name 
name C 
name C 
name C 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 



(segid 3A4 
(segid 3A4 
( segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid HEM 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid. 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and Lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
•and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and tesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and re* id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



name 
name 
name 
name 



name 
name 



77 and 
77 and 
77 and 
77 and 
7 B and 

74 and 

75 and 
75 and 
75 and 
75 and 
75 and 

75 and 

76 and 
76 and 
7 6 and 
76 and 

76 and 

77 and 
7? and 
77 and 
77 and 

77 and 

78 and 
78 and 
78 and 
78 and 

78 and 

79 and 
79 and 

79 and 

80 and 
1 and 

75 and 
75 and 

75 and 

76 and 
76 and 
76 and 
76 and 

76 and 

77 and 
77 and 
77 and 
77 and 

77 and 

78 and 
78 and 
78 and 
78 and 

78 and 

79 and 
79 and 
79 and 
79 and 
79 and 

79 and 

80 and 
80 and 

220 and 

220 and 

221 and 
223 and 

223 and 

224 and 

224 and 

225 and 
240 and 

240 and 

241 and 

242 and 

242 and 

243 and 

243 and 

244 and 

244 and 

245 and 

245 and 

246 and 

246 and 

247 and 

247 and 

248 and 
248 and 



name C ) 
name CA ) 
name CB ) 
name H ) 
name N ) 
name CB ) 
name C ) 
name CA ) 
name CB ) 
name CG ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 



N i 
O ) 
C ) 
CA ) 
CB ) 
N ) 
0 ) 



name CA ) 
name CB ) 
H ) 
N ) 
OlD) 
name CB ) 
name CG ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C ) 
name CA ) 
name CB J 
name N J 
name O } 
name C ) 
name CA ) 
name CB ) 
name CG ) 
name N ) 
name O ) 
CA ) 
N ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 



6.84 
6.06 
5-55 
5.25 
6.37 
3.26 
2.87 
2.77 
4.26 
5.26 
2.25 
3.16 
4.25 
4.43 
5.39 
3.47 
5.22 
4.08 
3.99 
3.94 
3.45 
5.26 
5.08 
4.07 
3.74 
3.21 
6.24 
6.25 
6.34 
4.95 
6.92 
6.91 
2.52 
2.96 
1.24 
3.04 
2.45 
3.72 
1.33 
3.94 
4.55 
4.42 
5.17 
3.22 
5.60 
4.87 
4.68 
4.68 
3.90 
6.06 
5.87 
4.82 
4.28 
5.59 
4.01 
7.05 
6.97 
5.71 
17.89 
17.22 
IB. 29 
17.82 
17.40 
15.04 
14.51 
17.69 
14.37 
14.16 
16.47 
14.95 
15.03 
11.41 
10.56 
13.29 
14.48 
15.33 
16.25 
12.74 
11.84 
11.23 
10.76 
14.91 
15.99 



0.44 
0.44 
0.63 
0.32 
0.41 
0.13 
0.04 
0.03 
0.02 
0.09 
0.01 
0.21 
0.20 
0.23 
0.29 
0.26 
0.22 
0.33 
0.28 
0.34 
0.24 
0.33 
0.43 
0.42 
0.45 
0.37 
0.45 
0.37 
0.29 
0.39 
0.36 
0.32 
0.02 
0.11 
0.01 
0.08 
0.02 
0.02 
0.00 
0.10 
0.13 
0.15 
0.20 



0.17 
0.06 
0.09 
0.11 
0.10 



0.18 
0.15 
0.87 
0.91 
0.69 
0.74 
85 



0.43 
0.45 
0.63 
0.32 
0.42 
0.13 
0.05 
0.02 
0.01 
0.09 
0.01 
0.21 
0.21 
0.23 
0.28 
0.26 
0.22 
0.32 
0.28 
0.33 
0.24 
0.34 
0.43 
0.41 
0.45 
0.37 
0.44 
0.37 
0.30 
0.38 
0.36 
0.31 
0.02 
0.12 
0.00 
0.08 
0.03 
0.02 
0.01 
0.10 
0.12 
0.14 
0.20 
0.14 
0.16 
0.07 
0.07 
0.17 
0.06 
0.08 
0.11 
0.10 
0.12 
0.11 
0.08 
0.13 
0.17 
0.16 
0.88 
0.92 
0.69 
0.75 
0.86 
0.65 
0.63 
0.70 
1.06 
1.16 
0.97 
1.08 
1.14 
1.05 
1.11 
0.93 
0.91 
0.91 
0.96 
0.85 
0.87 
0.66 
0.62 
0.62 
0.65 



64 
63 
70 
.05 
.15 
.97 
.08 
.15 
1.04 
1.11 
0.93 
0.91 
0.91 
0.97 
0.86 
0.87 
0.66 
0.61 
0.62 
0.66 



655 



30 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assLgn 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



55 



65 



70 



80 



(segid 3A4 
tsegid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and tesid 
and Lesid 
and lesid 
and resid 
and res id 
and resid 
and cesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and res id 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 



7b and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
75 and 
7 b and 
75 and 
75 and 
75 and 
75 and 



name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
CA ) 
CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA > 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA } 
name CA ) 
name CA ) 
name CA } 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CA ) 
name CB > 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 
name CB ) 



(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
( segid 
( segid 
( segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 



3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
HEM and 
HEM and 
HEM and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
3A4 and 
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250 and 

251 and 

251 and 

252 and 

252 and 

253 and 
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name CA ) 
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name CB ) 
name CA ) 
name CA ) 
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name CA ) 
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name CA ) 
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name CB ) 
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name CB ) 
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name CGD) 
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02D) 



name C 
name CB 
name CG 
name O 
name C 
name CA ) 
name CB ) 
name N ) 
name O ) 
name C > 
name CA ) 
name CB ) 
name H ) 
name 0 ) 
name C ) 
name CA ) 
name CB ) 
name N ) 
name 0 ) 
name C ) 
name CA ) 
name CB ) 
name CG ) 
name N ) 
name CA ) 
name N > 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CB ) 
name CA ) 
name CB ) 
name CA ) 
name CB ) 
name CA > 
name CA ) 



15.77 
13.31 
11.81 
14.62 
14.65 
18.09 
18.66 
18.03 
16.28 
16.03 
14.75 
14.89 
15.78 
15.42 
17.25 
16.13 
15.03 
17.50 
17.54 
15.89 
15.21 
12.80 
9.26 
8.48 
8.94 
9.02 
12.18 
12.93 
13.20 
14.64 
12.29 
11.23 
15.63 
17.72 
17.41 
7.54 
6.91 
7.38 
1.52 

I. 54 
2.56 
2.40 
4.48 
3.82 
4.87 
2.44 
5.43 
5.62 
5.54 
6.00 
4.43 
6.73 
5.73 
5.36 
4.94 
4.75 
6.91 
7.10 
5.66 
5.35 
6.62 
5.03 
8.38 
7.08 

10.13 
9.88 
10.90 
10.33 

II. 74 
11.15 
14.67 
14.83 
16.13 
15.85 
15.85 
14.84 
18.11 
36.32 
15.74 
15.75 
15.50 
17.75 
16.04 



0.7? 
0.63 
0.65 
0.52 
.0.47 
0.56 
0.57 
0.66 
0.58 
0.51 
0.75 
0.88 
0.92 
0.86 
1.21 
1.25 
1.39 
0.21 
0.18 
0.52 
0-59 
0.68 
0.82 
1.01 
0.41 
0.39 
0.34 
0.46 
0.08 
0.07 
0.26 
0.33 
0.30 
0.21 
0.22 
0.13 
0.18 
0.24 
0.01 
0.01 
0.04 
0.02 
0.06 
0.02 
0.04 
0.02 
0.09 
0.15 
0.16 
0.25 
0.13 
0.17 



15 
12 
22 
.10 
.18 
.16 
0.15 
0.14 
0.14 
0.14 
0.20 
0.19 
0.19 



0.20 
0.52 
0.80 
0.18 
0.27 
0.36 
0.57 
0.52 
0.67 
0.29 
0.42 
77 
59 



0.71 
0.64 
0.66 
0.52 
0.48 
0.56 
0.58 
0.67 
0.59 
0.51 
0.75 
0.88 
0.91 
0.87 
1.21 
1.26 
1.39 
0.22 
0.19 
0.52 
0.59 
0.69 
0.83 
1.02 
0.40 
0.39 
0.34 
0.46 
0.09 
0.08 
0.26 
0.33 
0.29 
0.21 
0.22 
0.13 
0.17 
0.24 
0.01 
0.01 
0.04 
0.02 
0.07 
0.03 
0.03 
0.02 
0.10 
0.14 
0.15 
0.25 
0.13 
0.17 
0.15 
0.13 
0.22 
0.10 
0.18 
0.15 
0.16 
0.15 
0.13 
0.14 
0.20 
0.18 
0.19 
0.19 
0.53 
0.80 
0.18 
0.27 
0.37 
0.57 
0.53 
0.66 



28 
43 
76 
,59 
.57 
1.05 
1.16 
0.9S 
1.10 
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assign (segid 3A4 and resid 
assign (sogid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
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75 and name CB ) 
75 and name CB 1 
75 and name CB ) 
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(segid 3A4 and resid 251 and name CA ) 
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75 and name CB ) 
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(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 325 and name CA ) 
(segid 3A4 and resid 325 and name CB ) 
(segid 3A4 and resid 326 and name CA ) 
(segid 3A4 and resid 326 and name CB ) 
(segid 3A4 and resid 340 and name CA ) 
(segid 3A4 and resid 342 and name CA ) 
(segid 3 A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA > 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA J 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid HEM and resid 1 and name CGD) 
(segid HEM and resid 
(segid HEM and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 



1 and name 01D) 
1 and name 02D) 

75 and name CG ) 

76 and name C ) 
76 and name CA ) 
76 and name CB ) 
76 and name N > 

76 and name 0 ) 

77 and name C ) 
77 and name CA ) 
77 and name CB ) 

77 and name N ) 

78 and name C ) 
78 and name CA ) 
78 and name CB ) 

78 and name N ) 

79 and name CA ) 
79 and name CB ) 
79 and name CG ) 

79 and name N ) 

80 and name CA ) 

81 and name CA ) 

81 and name CB ) 

82 and name CA ) 
82 and name CB ) 



16.08 
12.57 
11.81 
14.48 
15.73 
16.30 
17.21 
13. 4B 
12.57 
12.03 
11.70 
15.67 
16.83 
16.27 
13. S8 
12.08 
14.96 
15.13 
18.39 
19.06 
18.07 
16.14 
18.42 
18.44 
14.76 
13.40 
13.49 
14.47 
14.19 
15.91 
17.36 
14.95 
13.87 
18.47 
18.34 
18.38 
17.92 
18.86 
17.56 
16.67 
16.79 
14.82 
14.05 
11.62 
8.22 
7.36 
7.88 
7.84 
11.31 
12.08 
12.64 
14.08 
12.15 
11.22 
15.56 
17.40 
17.00 
6.98 
6.38 
6.70 
1.51 
5.41 
4.39 
5 



1.18 
1.05 
1.12 
0.88 
0.87 
0.87 
0.95 
0.84 
0.88 
0.60 
0.55 
0.54 
0.58 
0.67 
0.59 
0.60 
0.41 
0.37 
0.46 
0.49 
0.60 
0.51 
0.64 
0.36 
0.4B 
0.73 
0.86 
0.94 
0.92 
1.23 
1.23 
1.30 
1.41 
1.43 
0.86 
0.88 



3.06 
6.31 



02 
0.57 
0.91 
0.37 
0.34 
0.64 
0.73 
0.84 
1.00 
1.20 
0.51 
0.45 
0.48 
0.61 
0.22 
0.22 
0.20 
0.22 
0.15 
0.20 
0.26 
0.17 
0.17 
0.23 
0.03 
0.12 
0.10 
0.12 
0.13 
0.12 
0.14 



6.89 
6.72 



5.77 
6.79 
6.02 
9.24 
11.28 
11.14 
11.78 
11.13 



1.18 
1.05 
1.12 
0.89 
0.86 
0.87 
0.94 
0.85 
0-89 
0.59 
0.54 
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7 6 and name CB 
76 and name CB 
76 and name CB 
76 and name CB 
76 and name CB 
76 and name N 
76 and name N 
76 and name N 
76 and name N 
76 and name N 
76 and name V 
76 and name M 
76 and name N 
76 and name N 
76 and name N 
76 and name N 
76 and name N 
76 and name N 
76 and name N 
76 and name H 
76 and name H 
76 and name N 
76 and name N 
76 and name N 
76 and name N 
76 and name N 
76 and name 
76 and name 
76 and name 
7 6 and name 
76 and name 
76 and name 
76 and name 
76 and name 
76 and name 
76 and name 
76 and name 
76 and name O 
76 and name O 
76 and name O 
76 and name O 
76 and name O 
76 and name O 
76 and name O 
76 and name O 
76 and name 
76 and name 
76 and name 
76 and name 
76 and name 
76 and name 



77 and name CB ) 5.29 0.14 
77 and name N ) 3.17 0-08 

77 and name O ) 6.28 0.10 

78 and name C ) 6.97 0.12 
78 and name CA ) 6.94 0.11 
78 and name CB > 7.58 0.17 

78 and name N ) 5.72 0.10 

79 and name C ) 6.80 0.22 
79 and name CA ) 6.48 0.20 
79 and name CB ) 5.77 0.25 
79 and name CG ) 6.63 

79 and name N ) 6.06 

80 and name CA ) 6.71 

80 and name N ) 6.04 

81 and name CA ) 9.64 

81 and name CB* ) 9.87 

82 and name CA ) 11.33 

82 and name CB ) 11.33 

83 and name CA ) 11.09 

83 and name CB ) 10.04 

84 and name CA ) 13.44 
B4 and name CB } 13.39 

85 and name CA ) 15.85 

85 and name CB ) 15.89 

86 and name CA ) 15.95 



86 and name CB ) 15.26 



76 and name C ) 
76 and name CA ) 
76 and name CB ) 

76 and name O ) 

77 and name C > 
77 and name CA ) 
77 and name CB ) 
77 and name N ) 

77 and name 0 ) 

78 and name C ) 
78 and name CA ) 
78 and name CB ) 
76 and name N ) 

78 and name 0 ) 

79 and name C ) 
79 and name CA ) 
79 and name CB ) 
79 and name CG ) 
79 and name H ) 

79 and name O ) 

80 and name CA ) 
80 and name N ) 

76 and name CB ) 

77 and name C ) 
77 and name CA ) 
77 and name CB ) 
77 and name N ) 

77 and name O ) 

78 and name C ) 
78 and name CA ) 
78 and name CB ) 
78 and name N ) 

78 and name O ) 

79 and name C ) 
79 and name CA ) 
79 and name CB ) 
79 and name CG ) 
79 and name N ) 

79 and name O ) 

80 and name C ) 
80 and name CA ) 



80 and name N 

80 and name O ) 

81 and name C ) 
Bl and name CA ) 
81 and name CB ) 

81 and name N ) 

82 and name N 



83 and name CB ) 
83 and name N > 
77 and name CB ) 

77 and name 0 ) 

78 and name C ) 
78 and name CA ) 
78 and name CB ) 
78 and name N ) 
78 and name O ) 



50 
46 
47 
,55 
.77 
.24 
.01 
2.84 
5. 81 
5.65 
5.48 
5.73 
4.46 
6.81 
6.25 
5.44 
4.77 
5.94 
4.75 
7.45 
6.95 
5.86 
3.27 
3.06 
2.76 
4.22 
2.26 
3.45 
4.34 
4.62 
5.73 
3.65 
5.17 
3.94 
4.03 
3.96 
4.99 
3.61 
5.08 
4.88 
3.65 
2.96 
5.94 
7.35 
6.42 
6.76 
5.03 
7.13 
7.48 
7.77 
2.52 
1.24 
3.06 
2.44 
3.70 
1.33 
3.88 



3S 
14 
.21 
.19 
.14 
.20 
0.20 
0.45 
0.49 
0.65 
0.47 
0.52 
0.25 
0.28 
0.54 
0.67 
0.02 
0.01 
0.02 
0.04 
0.04 
0.07 
0.15 
0.07 
0.07 
0.02 
0.08 
0.19 
0.09 
0.02 
0.09 
0.10 
0.16 
0.19 
0.05 
0.10 



0.13 
0.07 
0.10 
0.13 
0.11 
0-17 
0.10 
0.21 
0.2*1 
0.26 
0.35 
0.15 
0.21 
0.19 
0.15 
0.19 
0.21 
0.45 
0.50 
0.64 
0.47 
0.52 
0.25 
0.28 
0.53 
0.67 
0.01 
0.01 
0.01 
0.04 
0.04 
0.08 
0.14 
0.08 
0.08 
0.02 
0.09 
0.19 
0.08 
0.02 
0.08 
0.10 
0.16 
0.19 
0.05 
0.11 
0.14 
0.10 
0.07 
0.07 
0.03 
0.03 
0.01 
0.12 
0.14 
0.14 
0.16 
0.13 
0.18 
0.04 
0.03 
0.10 
0.13 
0.06 
0.06 
0.10 
0.13 
0.O7 
0.14 
0.12 
0.12 
0.15 
0.11 
0.17 
0.36 
0.08 
0.02 
0.O1 
0.06 
0.01 
0.03 
0.01 
0.12 



15 
11 
07 
07 
04 
0.04 
0.02 
0.11 
0.13 
0.14 
0.16 
0.13 
0.19 
0.05 
0.04 
0.10 
0.14 
0.05 
0.07 
0.10 
0.14 
0.06 
0.13 
0.11 
0.11 
0.16 
0.11 
0.16 
0.36 
0.08 
0.03 
0.01 
0.05 
0.02 
0.03 
0.01 
0.12 



661 



assign 
assign 
assign 
assign 



assign (segid 3A4 and resxd 
assign (segid 3A4 and re&id 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and reald 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 end resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (3egid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re&id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Oegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



77 and name C ) 
77 and name c ) 
77 and name C ) 
77 and name C ) 
77 and name C ) 
77 and name c ) 
77 and name C ) 
77 and name C ) 
77 and name C ) 
77 and name C I 
77 and name C ) 
77 and name C ) 
77 and name C } 
77 and name C ) 
77 and name C ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA | 
77 and name CA ) 
77 and name CA ) 
77 and name CA J 
77 and name CA ) 
77 and name CA ) 
77 and name CA > 
77 and name CA 1 
77 and name CA } 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA > 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA > 
77 and name CA ) 
77 and name CA ) 



79 and name C ) 
79 and name CA ) 
79 and name CD ) 
79 and name CG ) 



79 and name 

79 and name 0 

80 and name C 
80 and name CA 
80 and name N 

80 and name O 
61 and name C 

81 and name CA ) 
81 and name CB ) 

81 and name N ) 

82 and name N ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(6egid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid - 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and res id 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 



\ t»eyxu jni c»i*w 

(segid 3A4 and resid 246 and name CB 
(segid 3A4 and resid 247 and name CA 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA 
(segid 3A4 and resid 248 and name CB . 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA > 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 77 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 end resid 
(segid 3A4 and resid 
(segid 3A4 and re&id 
(segid 3A4 and resid 
(segid 3A4 and resid 



77 and name CB ) 

77 and name O ) 

78 and name C ) 
78 and name CA ) 
78 and name CB ) 
78 and name N ) 

78 and name O ) 

79 and name C ) 
79 and name CA ) 
79 and name CB ) 
79 and name CG ) 
79 and name N ) 

79 and name O ) 

80 and name C ) 



4.61 
4.52 
5.27 
6.62 
3.33 
5.66 
5.02 
4.61 
3.90 
6.21 
6.47 
5.34 
4.98 
4.39 
6.39 
18.75 
16.04 
15.80 
16.46 
17.70 
17.47 
18.65 
14.57 
14.28 
12.18 
12.17 
14 .67 
16.12 
14.89 
32.58 
12.78 
15.26 
16.70 
15.04 
15.35 
11.49 
10.23 
12.51 
13.23 
15.62 
16.64 
14.23 
13.60 
12.16 
11.08 
15.41 
16.17 
17.43 
15.66 
14.29 
16.04 
15.55 
19.04 
18.57 
15.98 
12.25 
11.55 
12.10 
13.27 
15.12 
15.51 
15.72 
17.17 
13.57 
12.40 
16.75 
19.10 
18.88 
1 
1 
2 
4 
3 
4 
2 



0.16 
0.12 
0.12 
0.12 
0.12 
0.18 
0.20 
0.21 
0.17 
0.18 
0.37 
0.27 
0.32 
0.26 



) 



0.15 
0.11 
0.12 
0.12 
0.12 
0.18 
0.20 
0.21 
0.16 
0.17 
0.37 
0.27 
0.31 
0.27 
0.49 
0.54 
0.81 
0.79 
0.68 
0.68 
0.67 
0.67 
0.75 
0.84 
0.65 
0.61 
0.73 
0.72 
0.80 
1.09 
1.17 
0.88 
0.92 
0.87 
0.93 
0.78 
0.85 
0.73 
0.73 
0.67 
0.72 
0.56 
0.55 
0.45 
0.45 
0.48 
0.51 
0.51 
0.46 
0.48 
0.41 
0.43 
0.34 
0.25 
0.33 
0.35 
0.39 
0.28 
0.25 
0.36 
0.47 
0.30 
0.30 
0.27 
0.28 
0.33 
0.35 
0.37 
0.00 
0.01 
0.02 
0.05 
0.01 
0.02 
0.01 
0.12 
0-14 
0.10 
0.12 
0.12 
0.11 
0.16 
0.22 



50 
54 
.80 
.79 
.68 
.68 
.61 
.68 
.75 
.84 
0.65 
0.62 
0.73 
0.72 
0.81 
1.10 
1.17 
0.88 
0.91 
0.88 
0.93 
0.78 
0.85 
0.72 
0.73 
0.67 
0.73 
0.57 
0.54 
0.46 
0.45 
0.47 
0.52 
0.51 
0.45 
0.49 
0.42 
0.43 
0.34 
0.24 
0.33 



52 
.53 
.40 
.44 
.81 
.87 
.43 



5.33 
5.55 
5.49 
5.90 
7.21 
4.11 
6.66 
5.85 



35 

,40 

.27 

.25 

.37 

.47 
0.29 
0.30 
0.27 
0.28 
0.32 
0.35 
0.37 
0.01 
0.00 
0.01 
0.04 
0.02 
0.02 
0.02 
0.11 
0.14 
0.09 
0.12 

0.12 

0.10 

0.16 

0.22 
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assign tsegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
ca^y,, (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re4id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CA ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB } 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB J 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB > 
77 and name CB ) 



80 and name CA ) 
80 and name N ) 

80 and name O ) 

81 and name CA ) 
81 and name CB ) 

81 and name N ) 

82 and name CA ) 

82 and name CB ) 

83 and name CA ) 

83 and name CB ) 

84 and name CA ) 

84 and name CB ) 

85 and name CA ) 

85 and name CB ) 

86 and name CA ) 
86 and name CB ) 



(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA > 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 11.76 
(segid 3A4 and resid 240 and name CB ) 11,86 
(segid 3A4 and resid 241 and name CA ) 14.67 
(segid 3A4 and resid 241 and name CB ) <" 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 24 3 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA > 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 



5.18 
4.63 
7.00 
6.48 
6.24 
5.43 
9.03 
9.20 
10.04 
9.41 
11-83 
11.51 
13.80 
13.53 
14.72 
14.15 
18.60 
16.70 
16.52 
16.82 
18.02 
17.75 
14.99 
14.83 
12.41 
12.43 
14.58 
16.05 
14.80 



77 and name to ) tsegiu ^ - -~ - ~"~ : 

77 and name CB ) (segid 3A4 and resid 247 and name CB 

77 and name CB ) (scgid 3A4 and resid 248 and name CA 

77 and name CB ) (segid 3A4 and resid 248 and name CB 

77 and name CB ) (segid 3A4 and resid 249 and name CA 

77 and name CB ) (segid 3A4 and resid 250 and name CA 

77 and name CB > (segid 3A4 and resid 250 and name CB 

77 and name CB ) (segid 3A4 and resid 251 and name CA 



16.07 
14.48 
14.70 
11.08 
9.73 
12.37 
13.04 
15.54 
16.46 
14.26 
13.53 
12.52 
11.44 
15.81 
16.49 
17.80 
16.24 
14.88 
16.83 
16.34 



assign (segid 3A4 and resid 



77 and name CB ) (segid 3A4 and resid 2S1 and name CB ) 
77 and name CB ) (segid 3A4 and resid 387 and name CA 17.16 
77 and name CB ) (segid 3A4 and resid 388 and name CA 13.43 
77 and name CB ) (segid 3A4 and resid 388 and name CB 
77 and name CB ) (segid 3A4 and resid 389 and name CA 
77 and name CB ) (segid 3A4 and resid 389 and name CB ) 
77 and name CB ) (selld 3A4 and resid 390 and name CA 
77 and name CB ) (segid 3A4 and resid 390 and name CB 
77 and name CB ) (segid 3A4 and resid 391 and name CA 
77 and name CB ) (segid 3A4 and resid 391 and name CB 
77 and name CB ) (segid 3A4 and resid 392 and name CA 
77 and name CB ) (segid 3A4 and resid 392 and name CB 
77 and name CB ) (segid 3A4 and resid 393 and name CA 
77 and name CB ) (segid 3A4 and resid 78 and name C 
77 and name CB ) (segid 3A4 and resid 78 and name CA 
77 and name CB ) (segid 3A4 and resid 78 and name CB 
77 and name CB ) (segid 3A4 and resid 78 and name N ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
tsegid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



77 and name CB 
77 and name CB 
77 and name CB 
77 and name CB 
77 and name CB 
77 and name CB 
77 and name CB 
77 and name CB ) 
77 and name CB ) 
77 and name CB } 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 end name CB ) 



78 and name O ) 

79 and name C ) 
79 and name CA ) 
79 and name CB ) 

79 and name N ) 
90 and name C ) 

80 and name CA ) 

80 and name N ) 

81 and name CA ) 
81 and name CB ) 

81 and name N ) 

82 and name CA ) 
92 and name CB ) 

83 and name CA ) 
83 and name CB ) 



12.65 
13.85 
14.31 
16.43 
16.86 
17.03 
18.47 
14.93 
13.71 
18. OS 
5.46 
4.48 
5.29 
3.14 
6.33 
6.96 
6.83 
7.28 
5.62 
7.09 
6.57 
6.09 
7.39 
6.89 
6.53 
10.12 
10.28 
11.40 
10.84 



0.23 
0.17 
0.19 
0.31 
0.39 
0.30 
0.50 
0.68 
0.18 
0.21 
0.73 
0.93 
0.83 
0.95 
0.49 
0.49 
0.74 
0.93 
0.92 
0.87 
0.89 
0.62 
0.83 
0.89 
0.82 
0.80 
0.89 
0.89 
0.94 
1.27 
1.36 
1.10 
1.13 
1.07 
1.12 
0.95 
1.01 
0-92 
0.94 
0.87 
0.92 
0.71 
0.70 
0.56 
0.54 
0.57 
0.65 
0.61 
0.54 
0.58 
0.45 
0.45 
0.41 
0.43 
0.51 
0.28 
0.26 
0.32 
0.42 
0.24 
0.24 
0.27 
0.30 
0.37 
0.08 
0.08 
0.10 
0.08 
0.12 
0.14 
0.10 
0.13 
0.11 
0.29 
0.28 
0.19 
0.41 
0.50 
0.38 
0.57 
0.73 
0.23 
0.22 



0.23 
0.17 
0.19 
0.31 
0.38 
0.30 
0.49 
0.68 
0.17 
0.22 
0.73 
0.92 
0.84 
0.96 
0.49 
0.50 
0.74 
0.92 
0.93 
0.88 
0.88 
0.81 
0.83 
0.89 
0.82 
0.81 
0.89 
0.89 
0.94 
1.27 
1.36 
1.09 
1.13 
1.08 
1.12 
0.95 
1.01 
0.93 
0.94 
0.86 
0.92 
0.71 
0.70 
0.56 
0.55 
0.57 
0.64 
0.61 
0.54 
0.58 
0.45 
0.44 
0.42 
0. 
0 
0 
0 
O 
0 



44 

51 
.27 
.27 
.31 
.42 
0.23 
0.25 
0.28 
0.31 
0.37 
0.07 
0.08 
0.11 
0.08 
0.13 
0.15 
0.10 
0.12 
0.11 
0.29 
0.28 
0.18 
0.41 
0.51 
0.38 
0.58 
0.74 
0.23 
0.22 



663 



10 



15 



20 



25 



30 



35 



assign 
assign 
assign 
assign 



assign 
assign 
assign 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resvd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (seqid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 arid resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



40 



45 



55 



60 



65 



70 



75 



77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name CB ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name M ) 
77 and name N ) 
77 and name N ) 
77 and name H ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N ) 
77 and name N > 
77 and name N ) 
77 and name O ) 
77 and name O ) 
77 and name O ) 
77 and name O ) 
77 and name O ) 
77 and name O ) 
77 and name 0 ) 
77 and name O ) 
77 and name O ) 
77 and name O ) 
77 and name O ) 
77 and name 0 ) 
77 and name O ) 
77 and name 0 ) 
77 and name O ) 
77 and name O > 
77 and name O > 
77 and name O ) 
77 and name 0 ) 
77 and name O ) 
77 and name 0 ) 

77 and name O ) 

78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C J 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name C ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and cesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



84 and name CA ) 13.01 0.87 

84 and name CB ) 12.60 1.10 

85 and name CA ) 14.88 1.00 

85 and name CB ) 14.51 1.13 

86 and name CA ) 15.96 0.62 
86 and name CB > 15.41 0.60 
77 and name C ) 2.45 0.02 
77 and name CA ) 1.45 0.00 
77 and name CB ) 2.44 0.05 

77 and name O ) 3.48 0.04 

78 and name C ) 4.70 0.03 
78 and name CA ) 4.24 0.06 
78 and name CB ) 5.06 0.09 
78 and name N ) 2.83 0.06 

78 and name O ) 5.75 0.07 

79 and name C ) 5.57 0.05 
79 and name CA ) 5.27 0.07 
79 and name CB ) 5.32 0.13 
79 and name CG ) 6.62 0.14 
79 and name N ) 4.29 0.08 

79 and name O ) 6.78 0.07 

80 and name C ) 6.46 0.12 
80 and name CA ) 5.52 0.16 
80 and name N ) 4.76 0.09 

80 and name O ) 7.62 0.12 

81 and name CA ) 7.41 0.19 
81 and name CB ) 7.30 0.27 
81 and name N ) 6.22 0.18 

77 and name CB ) 3.34 0.07 

78 and name C ) 3.05 0.09 
18 and name CA ) 2.76 0.02 
78 and name CB ) 4.23 0.04 
78 and name N ) 2.26 0.01 

78 and name O ) 3.51 0.18 

79 and name C ) 4.25 0.26 
79 and name CA ) 4.51 0.21 
79 and name CB ) 5.49 0.22 
79 and name CG ) 6.70 0.22 
79 and name N ) 3.54 0.18 

79 and name O ) 5.12 0.29 

80 and name C ) 4.04 0.27 
80 and name CA ) 3.90 0.26 
80 and name N J 3.48 0.23 

80 and name O ) 5.19 0.22 
Bl and name C J 5.40 0.42 

81 and name CA ) 4.19 0.33 
81 and name CB ) 3.90 0.34 
81 and name N ) 3.30 0.35 

81 and name O ) 6.50 0.37 

82 and name N ) 5.49 0.55 
247 and name CB ) 7.36 0.39 

78 and name CB ) 2.51 0.02 

78 and name O ) 1.23 0.00 

79 and name C ) 3.02 0.04 
79 and name CA ) 2.43 0.01 
79 and name CB ) 3.70 0.01 
79 and name CG ) 4.97 0.03 
79 and name N ) 1.33 0.01 

79 and name O > 3.84 0.09 

80 and name C ) 4.63 0.06 
80 and name CA ) 4.49 0.11 
80 and name N ) 3.32 0.12 

80 and name O ) 5.73 0.10 

81 and name C ) 5.16 0.24 
81 and name CA ) 4.70 0.05 
81 and name CB ) 4.46 0.07 
81 and name N ) 3.92 0.10 

81 and name O ) 6.36 0.23 

82 and name C ) 6.42 0.47 
82 and name CA ) 5.50 0.57 
82 and name CB ) 5.20 0.77 

82 and name N ) 4.53 0.44 

83 and name CA ) 7.29 0.26 
83 and name CB ) 7.16 0.16 
83 and name N ) 6.14 0.34 

134 and name CA ) 19.22 0.39 

137 and name CA ) 17.19 1.4 6 

138 and name CA ) 16.99 0.49 
138 and name CB > 17.05 0.70 
195 and name CA ) 18.72 0.61 
195 and name CB ) 18.67 0.65 
198 and name CA ) 17.93 0.49 
198 and name CB ) 16.73 0.51 



0.88 
1.09 
0.99 
1.14 
0.62 
0.59 
0.03 
0.01 
0.04 
0.03 
0.03 
0.05 
0.08 
0.07 
0.07 
0.06 
0.07 
0.13 
0.15 
0.07 
0.06 
0.12 
0.15 
0.08 
0.11 
0.20 
0.27 
0.18 
0.06 
0.10 
0.03 
0.04 
0.01 
0.17 
0.25 



21 
22 
.22 
.19 
.30 
.27 
0.26 
0.23 
0.23 
0.42 
0.32 
0.35 
0.34 
0.37 
0.54 
0.39 
0.03 
0.00 
0.05 
0.01 
0.02 
0.03 
0.01 
0.09 
0.07 
0.11 
0.12 
O.10 
0.24 
0.05 
0.07 



09 
,23 
,47 
.58 
.77 
.44 
.25 
0.16 
0.35 
0.40 
1.46 
0.49 
0.69 
0.61 
0.64 
0.48 
0.52 



664 



10 



15 



20 



25 



30 



35 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
«™m.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
6 ™*_ f .. (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign [segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and iesid 
assign (segid 3A4 and re3id 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



40 



45 



50 



assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



78 and name CA ) 
7B and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA I 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA 1 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA > 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 



(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and iesid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 206 and name CA ) 
{segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 219 and name CA > 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and tesid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB > 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and ie3id 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB > 
(segid 3A4 and resid 243 and name CA } 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) .„ 
(segid 3A4 and resid 246 and name CA ) 10.79 
(segid 3A4 and resid 246 and name CB ) 10.32 
( segid 3A4 and resid 247 and name CA ) 8.45 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA 
(segid 3A4 and iesid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
[s>egid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 



18.33 
18.95 
19.03 
16.82 
15.84 
19.14 
17.93 
18.80 
18.52 
16.84 
17.50 
13.22 
12.80 
13.51 
14.64 
15.11 
16.37 
12.58 
12.25 
9.84 
9.48 
12.60 
13.95 
13.63 
11.02 
11.34 
12.97 
14.46 
12.50 
13.01 
8.76 
7.79 
9.42 
10.34 
12.27 
13.41 



78 and name CA ) (segid 3A4 and resid 255 and name CA 

78 and name CA ) (segid 3A4 and xesid 384 and name CA 

78 and name CA ) (segid 3A4 and resid 384 and name CB 

78 and name CA ) (segid 3A4 and resid 385 and name CA 

78 and name CA ) (segid 3A4 and resid 386 and name CA 

78 and name CA ) (segid 3A4 and resid 387 and name CA 

78 and name CA ) (segid 3A4 and resid 388 and name CA 

78 and name CA ) (segid 3A4 and resid 388 and name CB 

78 and name CA ) (segid 3A4 and resid 389 and name CA 

78 and name CA ) (segid 3A4 and resid 389 and name CB 

78 and name CA ) (segid 3A4 and resid 390 and name CA 

78 and name CA ) (segid 3A4 and resid 390 and name CB > 



78 ana name ua j iseyiu - ~ r & i 

78 and name CA*) (segid 3A4 and resid 391 and name CA 
78 and name CA ) (segid 3A4 and resid 391 and name CB 
78 and name CA ) (segid 3A4 and resid 392 and name CA 
78 and name CA ) (segid 3A4 and resid 392 and name CB 
78 and name CA ) (segid 3A4 and resid 393 and name CA 
78 and name CA ) (segid 3A4 and resid 394 and name CA 
78 and name CA ) (segid 3A4 and resid 394 and name CB 
78 and name CA > (segid 3A4 and resid 395 and name CA 
78 and name CA ) (segid 3A4 and resid 396 and name CA 
78 and name CA ) (segid 3A4 and resid 396 and name CB 
78 and name CA ) (segid 3A4 and resid 78 and name C ) 
) (segid 3A4 and resid 
* (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



78 and name CA 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
7b and name CA ) 
78 and name CA ) 
78 and name CA ) 



78 and name CB ) 

78 and name O ) 

79 and name C ) 
79 and name CA ) 
79 and name CB ) 
79 and name CG ) 
79 and name N ) 

79 and name O ) 

80 and name C ) 



7.38 
11.72 
12.55 
13.72 
12.03 
10.71 
12.44 
11.96 
15.99 
16.46 
17.02 
15.71 
17.16 
18.75 
18.47 
18.16 
17.92 
15.91 
12.31 
11.91 
11.69 
12.17 
13.94 
14.58 
13.75 
15.09 
11.48 
10.10 
14.26 
17.08 
17.09 
18.32 
18.51 
17.46 
1.52 
1.52 
2.40 
4.41 
3.61 
4.96 
6.2«i 
2.44 
5.29 
5.58 



0.49 
0.57 
0.44 
0.34 
0.31 
0.35 
0.31 
0.53 
0.57 
0.91 
0.85 
0.93 
0.95 
0.67 
0.64 
0.65 
0.66 
0.79 
0.92 
0.61 
0.56 
0.57 
0.56 
0.70 
0.64 
0.70 
0.50 
0.51 
0.55 
0.60 
0.51 
0.56 
0.55 
0.54 
0.51 
0.51 
0.41 
0.32 
0.43 
0.44 
0.48 
0.51 
0.49 
0.41 
0.42 
0.42 
0.45 
0.46 
0.47 
0.49 
0.30 
0.66 
0.32 
0.33 
0.43 
0.30 
0.23 
0.32 
0.44 
0.31 
0.39 
0.31 
0.35 
0.32 
0.32 
0.38 
0.43 
0.53 
0.47 
0.46 
0.64 
0.69 
0.71 
0.01 
0.01 
0.02 
0.04 
0.02 
0.04 
0.03 
0.02 
0.10 
0.07 



0.50 
0.57 
0.43 
0,33 
0.32 
0.35 
0.32 
0.52 
0.57 
0.91 
0.84 
0.93 
0.96 
0.67 
0.64 
0.64 
0.66 
0.60 
0.93 
0.62 
0.55 
0.58 
0.56 
0.69 
0.64 
0.69 
0.50 
0.51 
0.55 
0.60 
0.52 
0.56 
0.55 
0.54 
0.52 
0.52 
0.41 
0.33 
0.42 
0.43 
0.48 
0.51 
0.49 
0.41 
0.43 
0.43 
0.44 
0.46 
0.47 
0.48 
0.30 
0.66 
0.31 
0.32 
0.42 
0.29 
0.22 
0.33 
0.45 
0.32 
0.39 
0.31 
0.36 
0.32 
0.32 
0-39 
0.44 
0.54 
0.47 
0.47 
0.64 
0.69 
0.71 
0.01 
0.02 
0.01 
0.04 
0.01 
0.03 
0.03 
0.01 
0.10 
0.07 



665 



10 



15 



assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (sag id 3A4 and res id 
assign (sag id 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
30 assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
t segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (aegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
80 assiqn (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 end resid 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



78 and name CA ) (segid 3A4 and resid 
78 and name CA ) (segid 3A4 and resid 
78 and name CA ) (segid 3A4 and resid 
78 and name CA ) (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 



76 and name CA ) 
78 and name CA > 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CA ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB > 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB I 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
7B and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB } 
78 and name CB ) 
78 and name CB 1 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 
78 and name CB ) 



80 and name CA ) 
80 and name N ) 

80 and name O ) 

81 and name C ) 
81 and name CA ) 
81 and name CB ) 
81 and name N ) 

81 and name O ) 

82 and name CA ) 
82 and name CB ) 

82 and name N ) 

83 and name CA ) 

83 and name CB ) 

84 and name CA ) 

84 and name CB ) 

85 and name CA ) 

85 and name CB ) 

86 and name CA ) 
86 and name CB ) 



5.46 
4.41 
6.73 
6.05 
5.34 
4.74 
4.70 
7.21 
6.67 
6.40 
5.62 
8.71 
8.58 
10.95 
10.88 
12.01 
11.48 
12.65 
11.89 
19.00 
17.25 
16.92 



(segid 3A4 and resid 138 and name CB ) 16 -°| 



17.66 
17.54 
17.20 
15.95 
17.62 
IB . 16 
19.21 
18.61 
16.50 
15.44 



\ U try -1. vJ ^rv* a»»w. w — — — — 

(segid 3A4 and resid 195 and name CA ) 
(segid 3A4 and resid 195 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 199 and name CA ) 
(segid 3A4 and resid 199 and name CB ) 
(segid 3A4 and resid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 20S and name CA ) 19.18 
(segid 3A1 and resid 205 and name CB ) 17.96 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB > 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB > 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB > 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA > 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 248 and name CA 
(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 249 and name CA 
(segid 3A4 and resid 250 and name CA 
(segid 3A4 and resid 250 and name CB 
(segid 3A4 and resid 251 and name CA 
segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 252 and name CA ) 
segid 3A4 and tesid 252 and name CB 
segid 3A4 and resid 253 and name CA 
segid 3A4 and resid 254 and name CA 
segid 3A4 and resid 255 and name CA 
segid JA4 and resid 384 and name CA 
segJd 3A4 and resid 384 and name CB 
segid 3A4 and resid 385 and name CA 



18.90 
18.55 
17.21 
17.76 
13.53 
13.02 
13.59 
14.61 
15.48 
16.79 
13.23 
12.96 
10.26 
9.70 
12.88 
14.17 
14.26 
10.62 
10.81 
12.40 
13.89 
11.55 
12.01 
7.80 
6.93 
8.83 
9.90 
11.40 
12.48 
9.61 
9.05 
7.55 
6.65 
11.05 
11.93 
12.75 
11.05 
9.70 
11.86 
11.51 
15.31 
15.73 
16.14 
14.97 
16.66 
18.56 
18.39 
17.89 



0.11 
0.11 
0.09 
0.31 
0.10 
0.08 
0.08 
0.27 
0.64 
0.83 
0.52 
0.26 
0.14 
0.71 
0.87 
0.95 
1.05 
0.76 
0.73 
0.54 
1.68 
0.55 
0.74 
0.68 
0.68 
0.59 
0.62 
0.58 
0.65 
0.43 
0.49 
0.38 
0.38 
0.37 
0.34 
0.53 
0.58 
0.99 
0.95 
1.04 
1.10 
0.77 
0.75 
0.71 
0.72 
0.85 
0.98 
0.68 
0.63 
0.60 
0.60 
0.72 
0.51 
0.58 
0.47 
0.48 
0.55 
0.57 
0.52 
0.53 
0.66 
0.63 
0.62 
0.61 
0.49 
0.41 
0.54 
0.55 
0.58 
0.62 
0.57 
0.46 
0.47 
0.49 
0.50 
0.53 
0.54 
0.55 
0.39 
0.75 
0.39 
0.37 
0.57 



0.11 
0.10 
0.08 
0.30 
0.10 
0.07 
0.08 
0.28 
0.65 
0.82 
0.51 
0.26 
0.14 
0.70 
0-87 
0.95 
1.06 
0.76 
0.74 
0.54 
1.68 
0.55 
0.75 
0.68 
0.69 
0.59 
0.61 
0.S8 
0.65 



0.44 
0.50 



0.38 
0.38 
0.37 
0.34 
0.54 
0.58 
1.00 
0.95 
1.04 
1.09 
0.77 
0.75 
0.70 
0.72 
0.85 
0.98 
0.68 
0.64 
0.60 
0.60 
0.72 
0.51 
0.57 
0.48 
0.48 
0.54 
0.56 
0.52 
0.53 
0.66 
0.64 
0.61 
0.61 
0.50 
0.40 
0.53 
0.55 
0.58 
0.61 
0.57 
0.47 
0.46 
0.49 
0.49 
0.53 
0.55 
0.54 
0.39 
0.74 
0.39 
0.37 
0.57 



666 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 .and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign [segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
18 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
7B and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
78 and name CB 
76 and name CB 
78 and name N 
78 and name N 
78 and name N 
78 and name N 
78 and name N 
78 and name N 
78 and name N 
78 and name M 
78 and name N 
78 and name M 
78 and name N 
78 and name N 
78 and name N 
78 and name N 
78 and name N 
78 and name N 
78 and name N 
78 and name N 



7 9 and name CA ) 
79 and name CB ) 
79 and name CG ) 

79 and name N ) 
7 9 and name O ) 

80 and name C ) 
80 and name CA ) 

80 and name N ) 

81 and name C ) 
81 and name CA ) 
81 and name CB ) 



78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 
78 and name 



(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB > 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A*4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and res id 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 79 and name C ! 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 247 and name CB 
(segid 3A4 and resid 78 and name CB 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
1 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
> 
) 
) 
) 
) 
) 
> 
) 



81 and name N 

82 and name CA 
82 and name CB 

82 and name N 

83 and name CA 

83 and name CB 

84 and name CA 

84 and name CB 

85 and name CA 

85 and name CB 

86 and name CA 
86 and name CB 
78 and name C 
78 and name CA 
78 and name CB 

78 and name O 

79 and name C 



79 and name CA ) 



79 and name CB 
79 and name CG 
79 and name N 

79 and name O 

80 and name C 



80 and name CA ) 
80 and name M 

80 and name O 

81 and name C 
81 and name CA 
81 and name CB 

81 and name N 

82 and name N 



) 
) 
) 
> 
) 
) 
) 
) 
) 

7 9 and name C ) 
79 and name CA ) 
79 and name CB ) 
79 and name CG ) 



79 and name N 

79 and name O 

80 and name C 
80 and name CA 
80 and name N 

80 and name O 

81 and name C 



81 and name CA ) 



81 and name CB 
81 and name N 

81 and name O 

82 arid name C 
82 and name CA 
82 and name CB 
82 and name N 
82 and name O 



17.85 
15.96 
12.13 
12.02 
11.48 
11.78 
13.91 
14.68 
13.64 
14.95 
11.65 
10.23 
14.34 
17.23 
17.29 
18.71 
18.76 
17.68 
5.46 
4.53 
5.39 
6.61 
3.20 
6.30 
6.99 
6.84 
5.67 
7.17 
6.64 
5.91 
6.10 
7.46 
6.92 
6.61 
9.67 
9.62 
12.09 
12.11 
12.87 
12.26 
13.28 
12.41 
2.46 
1.47 
2.47 
3.50 
4.71 
4.21 
4.94 
6.40 
2.80 
5.77 
5.73 
5.33 
4.34 
6.93 
6.81 
5.88 
5.38 
5.01 
6.S2 
6.84 
3.30 
2.95 
2.74 
4.23 
5.24 
2.24 
3.40 
4.18 
4.40 
3.45 
5.14 
4.13 
3.89 
3.70 
3.36 
5.30 
5.39 
1.37 
1.12 
3.43 
6.53 



0.45 
0.39 
0-51 
0.65 
0.43 
0.51 
0.37 
0.41 
0.36 
0.36 
0.47 
0.54 



0. 
0. 
0. 
0. 



0.46 
0.39 
0.51 
0.65 
0.44 
0.51 
0.38 
0.41 
0.36 
0.36 
0.47 
0.53 
0.65 
0.54 
0.51 
0.69 
0.80 
0.84 
0.08 
0.10 
0.12 
0.14 
0.09 
0.10 
0.06 
O.ll 
0.13 
0.28 
0.08 
0.07 
0.07 
0.68 
0.88 
0.51 
0.32 
0.20 
0.69 
0.86 
0.98 
1.09 
0.83 
0.82 
0-02 
0.01 
0.02 
0.06 
0.06 
0.02 
0.03 
0.03 
0.03 
0.09 
0.12 
0.15 
0.13 
0.11 
0.32 
0.19 
0.21 
0.15 
0.48 
0.54 
0.09 
0.09 
0.02 
0.02 
0.04 
0.01 
0.11 
0.19 
0.23 
0.21 
0.14 
0.23 
0.20 
0.28 
0.27 
0.22 
0.53 
0.61 
0.78 
0.45 
0.54 



65 
54 
.51 
70 
0.80 
0.84 
0.09 
0.10 
0.13 
0.13 
0.10 



10 
.06 
.12 
.14 
.29 
.08 
0.07 
0.07 
0.69 
0.88 
0.51 
0.31 
0.20 
0.70 
0.8b 
0.98 
1.09 
0.83 
0.82 
0.02 



0.01 
0.01 
0.06 
0.05 
0.01 
0.03 
0.03 
0.03 
0.09 
0.12 
0.15 
0.12 



11 
31 
18 
.22 
,15 
.48 
0.55 
0.08 
0.10 
0.03 
0-02 
0.05 
0.02 
0.10 
0.19 
0.22 
0.21 
0.14 
0.23 
0.19 
0.27 
0.27 
0.21 
0.52 
0.60 
0.77 
0.45 
0.55 



667 



assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and. resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 



78 and name O 
78 and name 0 

78 and name O 

79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name C 
79 and name CA 



79 and name CG ) 

79 and name O ) 

80 and name C ) 
80 and name CA ) 
80 and name N ) 

80 and name O ) 

81 and name C ) 
81 and name CA ) 
81 and name CB ) 
81 and name N ) 

81 and name O ) 

82 and name C ) 
82 and name CA ) 
82 and name CB ) 
82 and name N ) 

82 and name 0 ) 

83 and name C ) 
83 and name CA ) 
83 and name CB ) 
83 and name N ) 

83 and name O ) 

84 and name N ) 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA j 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA. ) 
79 and name CA ) 
79 and name CA ) 
79 and name CA ) 



(&eg id 3A4 and re^id 83 and name CA > 
(segid 3A4 and resid 83 and name CB ) 
(segid 3A4 and resid 83 and name N ) 
(segid 3A4 and tesid 392 and name CB ) 
(segid 3A4 and resid 79 and name CB ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and tesid 202 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 22S and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 241 and name CB ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 242 and name CB ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and re3id 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 319 and name CB ) 
and resid 322 and name CA ) 
and resid 323 and name CA ) 
and resid 323 and name CB ) 
and resid 383 and name CA ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



6.52 
6,60 
5.26 
7.26 
2.54 
3.02 
1.24 
3.02 
2.45 
1.33 
3.88 
4.58 
4.42 
5.14 
3.23 
5.68 
4.93 
4.73 
4.82 
3.90 
6.12 
6.16 
4.89 
4.39 
4.12 
7.20 
6.36 
16.55 
17.01 
17.15 
18.24 
18.84 
18.02 
16.75 
17.54 
13.18 
12.55 
14.43 
15.63 
16.18 
17.25 
13.34 
12.61 
11.35 
10.98 
14.70 
15.95 
15.52 
14.52 
14.91 
16.10 
17.58 
15.52 
16.13 
11.77 
11.04 
11.92 
12.88 
14.37 
15.67 
12.58 
12.33 
9.59 
8.70 
12.49 
13.58 
14.36 
11.93 
10.64 
11.69 
11.31 
15.47 
16.26 
16.35 
14.32 
15.52 
18.94 
18.15 
18.61 
18.53 
18.01 
18.02 
19-27 



0.36 
0.27 
0.42 
0.36 
0.04 
0.06 
0.01 
0.07 
0.01 
0.00 
0.17 
0.10 
0.07 
0.13 
0.08 
0.13 
0.13 
0.23 
0.43 
0.16 
0.12 
0.09 
0.05 
0.12 
0.08 
0.05 
0.31 
0.74 
1.02 
1.15 
0.44 
0.42 
0.33 
0.68 
0.58 
0.57 
0.57 
0.20 
0.20 
0.31 
0.36 
0.52 
0.66 
0.32 
0.37 
0.43 
0.35 
0.52 
0.50 
0.57 
0.26 
0.27 
0.36 
0.44 
0.37 
0.43 
0.21 
0.14 
0.30 
0.26 
0.31 
0.27 
0.41 
0.41 
0.54 
0.51 
0.57 
0.58 
0.59 
0.61 
0.65 
0.60 
0.61 
0.56 
0.46 
0.51 
0.54 
0.58 
0.23 
0.62 
O.yO 
0.93 
0.32 



0.36 
0.26 
0.42 
0.36 
0.03 
0.06 
0.01 
0.06 
0.01 
0.01 
0.16 
0.10 
0.07 
0.13 
0.09 
0.13 
0.14 
0.23 
0.42 
0.17 
0.12 
0.10 
0.05 
0.12 
0.07 
0.05 
0.30 
0.74 
1.02 
1.15 
0.44 
0.42 
0.33 
0.68 
0.59 
0.58 
0.56 
0.21 
0.19 
0.32 
0.37 
0.52 
0.65 
0.32 
0-36 
0.42 
0.35 
0.53 
0.50 
0.56 
0.25 
0.27 
0.36 
0.44 
0.36 
0.42 
0.20 
0.14 
0.30 
0.25 
0.31 
0.26 
0.42 
0.40 
0.53 
0.51 
0-57 
0.58 
0.59 
0.60 
0.65 
0.59 
0.61 
0.56 
0.46 
0 
0 
0 
0 
0 
0 



51 
54 
58 
24 
62 
91 
0.92 
0.31 
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assign 
assxgn 
assign 
assign 
5 assxgn 
assxgn 
assxgn 
assxgn 
assign 
10 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
15 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
20 assxgn 
assxgn 
assxgn 
assign 
assign 
25 assign 
assxgn 
assxgn 
assxgn 
assxgn 
30 assxgn 
assxgn 
assign 
assxgn 
assxgn 
35 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
40 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
45 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
50 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
55 assxgn 
assxgn 
assxgn 
assxgn 
assign 
60 assign 
assxgn 
assxgn 
assxgn 
assxgn 
65 assxgn 
assxgn 
assxgn 
assxgn 
assxgn 
70 assxgn 
assxgn 
assign 
assign 
assxgn 
75 assxgn 
assxgn 
assign 
assign 
assxgn 
oU assxgn 
assxgn 
assign 
assign 



(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and xesid 
(segxd 3A4 and xesxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and rosid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and tesxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and xesxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and xesid 
(segxd 3A4 and resid 
(segxd 3A4 and xesxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 



79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CA 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 
79 and name CB 



(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd HEM 
(segxd HEM 
(segxd HEM 
(segid HEM 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segxd 3A4 
(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resxd 384 and name CA 
and resid 384 and name CB 
and resid 38S and name CA 
and resxd 386 and name CA 
and resxd 387 and name CA 
and resid 388 and name CA 
and resid 388 and name CB 
and resid 388 and name 0 
and resid 389 and name CA 
and resxd 389 and name CB 
and resxd 390 and name CA 
and resxd 390 and name CB 
and resxd 391 and name CA 
and resxd 391 and name CB 
and resxd 392 and name CA 
and resxd 392 and name CB 
and resxd 393 and name CA 
and resxd 394 and name CA 
and resxd 394 and name CB 
and resxd 395 and name CA 
and resxd 396 and name CA 
and resxd 396 and name CB 
and xesid 397 and name CA 
and resid 397 and name CB 
and resxd 398 and name CB 
and resxd 1 and name CBD! 
and resxd 1 and name CGD 
and resxd 1 and name OlD; 
and resxd 1 and name 02D 
and resxd 79 and name C 
and resxd 79 and name CB 
and resxd 79 and name CG 
and resxd 79 and name O 
and resxd 80 and name C 
and resxd 80 and name CA 
and resxd 80 and name N 
and resxd 80 and name O 
and resxd 81 and name C 
and resxd 81 and name CA 
and xesxd 81 and name CB 
and resxd 81 and name N 
and resxd 81 and name O 
and resxd 82 and name C 
and resid 82 and name CA 
and resxd 82 and name CB 
and resxd 82 and name N 
and resxd 82 and name O 
and resxd 83 and name C 
and resxd 83 and name CA 
and resxd 83 and name CB 
and resxd 83 and name N 
and resxd 84 and name CA 
and resxd 84 and name CB 
and resxd 85 and name CA 
and resxd 85 and name CB 
and resxd 86 and name CA 
and resxd 86 and name CB 
and resxd 94 and name CB 
and resxd 137 and name CA 
and xesxd 202 and name CB 
and resxd 219 and name CA 
and resxd 219 and name CB 
and resxd 220 and name CA 
and resxd 220 and name CB 
and resxd 221 and name CA 
and resxd 221 and name CB 
and resxd 222 and name CA 
and resxd 222 and name CB 
and resxd 223 and name CA 
and resxd 223 and name CB 
and resxd 224 and name CA 
and resxd 224 and name CB 
and resxd 225 and name CA 
and resxd 225 and name CB 
and resxd 226 and name CA 
and resxd 240 and name CA 
and resxd 240 and name CB 
and resxd 241 and name CA 
and resxd 241 and name CB 
and resxd 242 and name CA 
and resid 242 and name CB 
and resid 243 and name CA 
and resid 243 and name CB 



15.55 
15-15 
15.11 
14.75 
12.90 
9.46 
9.37 
7.43 
8.93 
9.73 
10.64 
11.14 
10.56 
11.96 
8.22 
7.00 
11.39 
13.80 
13.68 
15.10 
15.77 
14.90 
17.34 
16.81 
19.31 
7.20 



70 
04 
24 
52 
54 
56 
2.42 
4.43 
3.81 
2.43 
5.35 
5.61 
5.46 
5.85 
4.37 
6.75 
5.81 
5.43 
5.10 
4.75 
6.96 
7.34 
5.96 
5.55 
5.16 
9.03 
9.37 
10.50 
10.37 
10.32 
9.47 
18.10 
17.59 
19.38 
18.05 
18.84 
14 .50 
13.80 
15.84 
17.00 
17.66 
18.71 
14.80 
14.03 
12.86 
12.45 
16.39 
17.45 
17.01 
15.68 
15.97 
17.32 
18.81 
16.53 
17.05 
12.77 
12.05 
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assign (segxd 3A4 and tesid 
assign (segid 3A4 and re3id 
assign (segxd 3A4 and resid 
assign {segid 3A4 and resid 
5 assign ( sag id 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re&id 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and rcud 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



(segid 3A4 
(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 

' and resid 258 and name CB ) 

and resid 319 and name CB ) 
and resid 322 and name CA ) 
(segid 3A4 and resid 323 and name CA ) 
(segid 3A4 and resid 323 and name CB ) 
(segid 3A4 and resid 324 and name CA ) 
(segid 3A4 and resid 324 and name CB ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name C ) 
(*egid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 388 and name O ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segxd 3A4 and resxd 390 and name CA ) 
(segid 3A4 and resxd 390 and name CB ) 
(segxd 3A4 and resxd 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
79 and name u« , (segid 3A4 and resid 392 and name CA ) 
79 and name CB ) (segid 3A4 and resid 392 and name CB 
79 and name CB (segid 3A4 and resid 393 and name CA 
ll anS name CB ) (segid 3A4 and resid 394 and name CA 
■ (segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resxd 395 and name CA ) 
(segxd 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resxd 397 and name CA ) 
(segxd 3A4 and resxd 397 and name CB ) 
(segxd 3A4 and resxd 398 and name CB > 
1 and name CBD) 
1 and name CGD) 
1 and name 010) 
1 and name 02 D) 

79 and name CG ) 

80 and name C ) 
80 and name CA ) 
80 and name N > 

80 and name O > 

81 and name C ) 
81 and name CA ) 
81 and name CB ) 

and name N ) 
and name C ) 



79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
7 9 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
7 9 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB > 
79 and name CB ) 
79 and name CB ) 
7 9 and name CB ) 
79 and name CB ) 
7 9 and name CB ) 
79 and name CB ) 
7 9 and name CB ) 
79 and name CB ) 



79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 end name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CB J 
79 and name CB ) 
79 and name CB ) 
79 and name CB ) 
79 and name CG ) 



(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resid 
(segid HEM and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(qegid 3A4 and resid 
(segid 3A4 and resid 



81 

82 ^ 

82 and name CA ) 



and name CB ) 
and name N ) 



83 and name CA ) 
83 and name CB ) 

83 and name N ) 

84 and name CA ) 

84 and name CB ) 

85 and name CA } 

85 and name CB ) 

86 and name CA ) 
86 and name CB ) 



(segid 3A4 and resid 388 and name C 



13.18 
14.21 
15.47 
16.73 
13.41 
13.07 
10.56 
9.81 
13.53 
14.70 
15.13 
12.43 
11.10 
12.34 
12.11 
16.11 
16.98 
16.70 
11.44 
15.78 
17.97 
17.97 
17.52 
16.89 
16.82 
18.78 
18.71 
18.55 
18.67 
18.42 
14.75 
14.39 
14.03 
13.47 
11.49 
7.16 
8.00 
7.90 
6.01 
7.64 
8.48 
9.55 
10.03 
9.91 
11.38 
7.98 
6.93 
11.43 
13.51 
13.24 
15.03 
15.98 
15.23 
17.34 
16.71 
19.10 
6.59 
5.90 
5.14 
6.39 

I. 52 
5.45 
4.50 
3.17 
6.32 
7.00 
6.84 
7.30 
5.63 
6.89 
6.72 
6.33 
6.14 
6.61 
5.95 
6.07 
9.86 

10.28 

II. 51 
11.50 
10.98 
10.08 

6.45 



) 



0.22 
0.16 
0.28 
0-23 
0.29 
0.24 
0.40 
0.39 
0.54 
0.50 
0.57 
0.59 
0.59 
0.66 
0.71 
0.64 
0.64 
0.58 
0.53 
0.57 
0.50 
0.33 
0.62 
0.93 
0.94 
1.17 
1.12 
0.37 
0.43 
0.32 
0.29 
0.28 
0.33 
0.18 
0.15 
0.13 
0.19 
0.30 
0.16 
0.23 
0.24 
0.37 
0.43 
0.35 
0.36 
0.26 
0.22 
0.25 
0.28 
0.27 
0.32 
0.28 
0.34 
0.36 
0.40 
0.33 
0.38 
0.36 
0.62 
0.61 
0.01 
0.10 

o.oe 

0.09 
0.18 
0.12 
0.08 
0.12 
0-08 
0.15 
0.28 
0.53 
0.18 
0.12 
0.16 
0.07 
0.23 
0.36 
0.17 
0,22 
0.20 
0.39 
0.26 



0.21 
0.16 
0.28 
0.24 
0.29 
0.24 
0.40 
0.36 
0.55 
0.51 
0.56 
0.60 
0.59 
0.66 
0.71 
0.65 
0.63 
0.58 
0.53 
0.57 
0.51 
0.32 
0.63 
0.93 
0.94 
1.17 
1.13 
0.36 
0.43 
0.33 
0.28 
0.29 
0.33 
0.18 
0.14 
0.13 
0.20 
0.30 
0.17 
0.24 
0.24 
0.37 
0.43 
0.36 
0.36 
0.25 
0.21 
0.24 
0.28 
0.28 
0.32 
0.29 
0.33 
0.36 
0.40 
0.32 
0.37 
0.37 
0.62 
0.61 
0.01 
0.10 
0.08 
0.09 
0.18 
0.12 
0.08 
0.12 
0.08 
0.15 
0.28 
0.54 
0.19 
0.11 
0.17 
0.08 
0.23 
0.36 
0.17 
0.23 
0.21 
0.38 
0.26 
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assign 
assign 
assign 
assign 



assign 
assign 
assign 



assign (segid 3A4 and iesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
7 9 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name CG 
79 and name N 
79 and name N 
79 and name N 
79 and name M 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name N 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 



1 and name CCD) 
X and name OlD) 
1 and name 02D) 



80 and name C 
80 and name CA 
80 and name N 

80 and name 0 

81 and name C 
81 and name CA 

81 and name N 

82 and name C 
82 and name CA 
82 and name CB 
82 and name N 

82 and name O 

83 and name C 
83 and name CA ) 
83 and name CB ) 
83 and name N ) 

1 and name CGD) 
1 and name OlD) 



79 and name C 
79 and name CA 
79 and name CB 
79 and name CG 

79 and name O 

80 and name C 



80 and name CA ) 



79 and name O 



79 and 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and name 
79 and 
79 and name 
7 and name 
7 and name 
7 and name 
7 and name C 
7 and name C 
7 and name C 



) (segid 3A4 and resid 388 and name CA > 
> (segid 3A4 and resid 388 and name CB ) 
) (segid 3A4 and resid 388 and name O ) 
) (segid 3A4 and resid 389 and name CA ) 
) (segid 3A4 and resid 389 and name N ) 
) (segid 3A4 and resid 390 and name O ) 
) (segid 3A4 and resid 392 and name CA ) 
) (segid 3A4 and resid 392 and name CB ) 
) (segid HEM and resid 1 and name CBD) 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
} (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid HEM and resid 
) (segid HEM and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
> (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and xesid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 

) (segid 3A4 and resid 392 and name CB ) 
) (segid 3A4 and resid 79 and name CB ) 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A1 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
j (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
> (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and rosid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A1 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 



7.30 
7.42 
5.2-7 
7.00 
7.24 
6.73 
6.84 
5.95 



60 and name N 

80 and name O 

81 and name C 
81 and name CA 
81 and name CB 
81 and name N 

81 and name O 

82 and name C 
82 and name CA 
82 and name CB 

82 and name N 

83 and name CA ) 
83 and name CB ) 
83 and name N ) 



79 and name CG ) 

80 and name C ) 
80 and name CA ) 
80 and name N ) 

80 and name O ) 

81 and name C ) 
81 and name CA ) 
81 and name CB ) 
81 and name N ) 

81 and name 0 ) 

82 and name C ) 
82 and name CA ) 
82 and name CB ) 

82 and name N ) 
62 and name O ) 

83 and name C ) 
83 and name CA ) 
83 and name CB ) 
83 and name N ) 

83 and name O ) 

84 and name CA ) 



84 and name CB 
64 and name N 

85 and name N 
10 and name C 
10 and name CA 
10 and name CB 
10 and name N 

10 and name O 

11 and name C 



10 
62 
87 
24 
80 
84 
79 
6.44 
7.34 
7.40 
6.23 
6.63 
6.78 
6.42 
6.43 
7.61 
7.36 
5.93 
5.17 
5.69 
7.33 
6.67 
2.46 
1.46 
2.45 
3.82 
3.50 
4.75 
4.21 
2.82 
5.85 
5.83 
5.42 
5.46 
4.37 
7.04 
6.67 
6.00 
5.66 
5.12 
7.12 
6.77 
6.16 
6.60 
3.38 
3.40 
2.91 
2.77 
2.25 
3.43 
4.00 
4.21 
5.14 
3.27 
4.97 
3.80 
3.82 
4.04 
3.22 
4.96 
5.01 
3.71 
3.38 
2.92 
6.04 
6.68 
7.07 
5.27 
7.29 



0.39 
0.54 
0.25 
0.28 
0.24 
0.47 
0.45 
0.42 
0.47 
0.39 
0.73 
0.64 
0.14 
0.14 
0.13 
0.23 
0.12 
0.13 
0.13 
0.16 
0.23 
0.45 
0.17 
0.18 
0.22 
0.23 
0.21 
0.14 
0.39 
0.51 
0.03 
0.01 
0.03 
0.03 
0.06 
0.07 
0.06 
0.06 
0.14 
0.20 
0.07 
0.08 
0.05 
0.21 
0.36 
0.46 
0.69 
0.35 
0.15 
0.11 
0.24 
0.42 
0.07 
0.12 
0.11 
0.01 
0.00 
0.25 
0.17 
0.14 
0.18 
0.13 
0.17 
0.14 
0.25 
0.40 
0.22 
0.12 
0.12 
0.08 
0.15 
0.09 
0.08 
0.34 
0.39 
0.29 
0.31 
0.06 
0.07 
0.10 
0.10 
0.06 
0.06 



.87 
.61 
.48 
.87 
.06 
.13 



0.38 
0.54 
0.25 
0.29 
0.24 
0.47 
0.45 
0.42 
0.47 
0.39 
0.73 
0.63 
0.14 
0.15 
0.14 
0.22 
0.12 
0.13 
0.13 
0.17 
0.24 
0.45 
0.18 
0.18 
0.22 
0-22 
0.22 
0.14 
0.39 
0.51 
0.03 
0.02 
0-02 
0.03 
0.07 
0.07 
O.06 
0.05 
0.13 
0.20 
0.06 
0.08 
0.05 
0.21 
0.35 
0.47 
0.69 
0.35 
0.15 
0.12 
0.24 
0.42 
0.07 
0.12 
0.10 
0.02 
0.00 
0.24 
0.16 
0.14 
0.19 
0.14 
0.17 
0.15 
0.25 
0.40 
0.22 
0.13 
0.12 
0.08 
0.16 
0.09 
0.08 
0.33 
0.39 
0.30 
0.31 
0.07 
0.07 
0.11 
0.10 
0.06 
0.07 
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assign (segid 3A4 and reaxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign {segid 3A4 and resid 
assign {segid 3A4 and resid 
assign {segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and reaid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
ensign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resrd 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and r^sid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resad 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



assign 
assign 
assign 
assign 
assign 



7 
1 
1 
1 
7 
1 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 



) 

) 

) 

) 

) 

) 

) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
anu ..»«« w» , (segid 3A4 and resid 
and name CA ) (segid 3A4 and resid 
and name CA ) (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name C 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 



and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA J 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 



11 and name CA ) 
11 and name CB ) 
11 and name N ) 

11 and name O ) 

12 and name CA ) 
12 and name N ) 

7 and name CB ) 

7 and name O ) 

8 and name C ) 
8 and name CA ) 
8 and name CB ) 
8 and name N ) 

8 and name O ) 

9 and name C } 

9 and name CA ) 

9 and name CB ) 

9 and name N ) 
9 and name O ) 

10 and name C ) 

10 and name CA ) 

10 and name CB ) 

10 and name N ) 

10 and name O 1 

11 and name C ) 

11 and name CA ) 
11 and name CB ) 

11 and name N ) 

12 and name CA ) 
12 and name CB ) 

12 and name N ) 

13 and name CA ) 
13 and name CB ) 
19 and name CA ) 

19 and name CB ) 

20 and name CA ) 

20 and name CB ) 

21 and name CA ) 

21 and name CB ) 

22 and name CA ) 

23 and name CA ) 
23 and name CB ) 
25 and name CA ) 



5.02 
4.58 
4.14 
7.26 
7.41 
6.10 
2.49 
1.23 
3.08 
2.45 
3.71 
1.34 
3.95 
4.58 
4.50 
5.27 
3.32 
5.66 
5.67 
5-15 
4.59 
4.56 
6.82 
7.37 
6.15 
5.82 
5.17 
8.73 
8.89 
7.40 
9.99 
9.55 
14.06 
15.11 
15.24 
16.55 
15.04 
14.13 
16-18 
14.76 
13.45 
16.78 
14.06 
14.84 



0.08 
0.11 
0.07 
0.07 
0.16 
0.14 
0.02 
0.01 
0.03 
0.02 
0.03 
0.02 
0.07 
0.09 
0.07 
0.11 
0.06 
0.11 
0.11 
0.17 
0.22 
0.16 
0.14 
0.05 
0.05 
0.10 
0.06 
0.14 
0.27 
0.12 
0.25 
0.30 
1.62 
1.57 
1.49 
1.41 
1.84 
1.91 
2.11 
2.09 



0.08 
0.11 
0.07 
0.07 
0.16 
0.13 
0.03 
0.00 
0.04 
0.03 
0.02 
0.01 
0.07 
0.09 
0.06 
0.11 
0.06 
0.10 
0.10 
0.16 
0.23 
0.16 
0.13 
0.06 
0.05 
0.11 
0.05 
0.14 
0.27 
0.12 
0.25 
0.30 
1.63 
1.56 
1.49 
1.42 
1.84 
1.92 
2.11 
2.10 



(segid 3A4 and resid — _— 
(segid 3A4 and resrd 314 and name CA J 
(segid 3A4 and resid 314 and name CB J 

(segid 3A4 and resrd 315 and name CA 12.20 

(segid 3A4 and resid 315 and name CB 13.10 

(segid 3A4 and resid 316 and name CA 11.38 

(segid 3A4 and resid 317 and name CA 11.23 



2.03> 2.02 
1.67 1.67 



12.36 
13.60 
12.63 
13.84 
15.96 
17.03 



(segid 3A4 and resid 318 and name CA 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resrd 319 and name CB 
(segid 3A4 and resid 31 and name CA 
(segid 3A4 and resid 31 and name CB 
(segid 3A4 and resid 322 and name CA ) 16.79 
(segid 3A4 and resid 32 and name CA 12.65 
(segid 3A4 and resid 32 and name CB ) 
(segid 3A4 and resid 33 and name CA ) 
(segid 3A4 and resid 33 and name CB J 
(segid 3A4 and resid 343 and name CA 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA > 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
segid 3A4 and resid 347 and name CA 11.20 
segid 3A4 and resid 347 and name CB 11.99 

v^cv, _ _ . . -,.„ name* CA 1 8.61 



11.46 
13.22 
14.24 
17.07 
17.72 
13.81 
12.90 
13.07 
14.24 
9.86 
8.91 



8.61 
8.30 
8.28 
11.05 
10.43 



7 and name CA ) (segra «.«- - — _ - . 

7 and name CA ) (segid 3A4 and resid 348 and name CA 

7 and name CA ) (segid 3A4 and resid 349 and name CA 

7 and name CA ) (segid 3A4 and resid 349 and name CB 

7 and name CA ) (segid 3A4 and resid 34 and name CA 

7 and name CA ) (segid 3A4 and resid 34 and name CB 

7 and name CA ) (segid 3A4 and resid 350 and name ca ) 11.01 

7 and n£e CA (selid 3A4 and resid 350 and name CB 12 49 

7 and name CA ) (segid 3A4 and resid 351 and name CA 11 93 

7 and name CA ) (segid 3A4 and resid 352 and name CA 10.37 

7 and name CA ) (segid 3A4 and resi$ 352 and name CB 9.05 

; s = s i ss s a =s 2 = I as 

: ss = a i ass a s sss s: s = s ; ...» 



1.95 
1.96 
2.31 
2.41 
2.46 
1.89 
2.35 
2.52 
2.27 
2.30 
1.72 
1.58 
2.03 
1.52 
1.58 
1.14 
1.02 
1.78 
1.67 
1.82 
1.87 
1.62 
1.61 
1.42 
1.15 
1.22 
1.47 
1.15 
0.94 
0.74 
1.00 
1.31 
0.82 
0.62 
1.33 
1 .99 
2.1? 
1.79 
1.64 
2.09 
2.16 



1.95 
1.97 
2.31 
2.41 
2.46 
1.88 
2.34 
2.53 
2.28 
2.29 
1.73 
1.59 
2.03 
1.52 
1.58 
1.15 
1.03 
1.78 
1.67 
1.82 
1.87 
1.62 
1.61 
1.42 
1.16 
1.22 
1.47 
1.14 
0.95 
0.73 
0.99 
1.32 
0.82 
0.62 
1.33 
1.98 
2.11 
1.79 
1.63 
2.08 
2.16 
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i 

7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (i>egid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and res, id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
asbign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



7 and name CA ) (segid 3A4 and resid 357 and name CB 15.68 
7 and name CA ) (segid 3A4 and tesid 35 and name CA 13.51 
7 and name CA ) (segid 3A4 and resid 360 and name CA 13.26 
7 and name CA ) (segid 3A4 and resid 360 and name CB ) 12-^ 
7 and name CA ) (segid 3A4 and re»d 361 and name CA 11.92 
and name CA ) (segid 3A4 and resid 361 and name CB 11.46 
and name CA ) (segid 3A4 and tesid 36 and name CA ) id." 
and nal CA ) (segid 3A4 and resid 381 and name CA 16.63 
and name CA ) (segid 3A4 and resid 382 and name CA ) 15. 9* 
3 (segid 3A4 and resid 382 and name CB ) 15.52 

(segid 3A4 and resid 383 and name CA ) 15.13 
(segid 3A4 and resid 38 and name CA ) 17.52 
(segid 3A4 and resid 3B and name CB ) 
(segid 3A4 and re3id 39 and name CA ) 
(segid 3A4 and resid 39 and name CB ) 
(segid 3A4 and resid 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 13.27 
(segid 3A4 and resid 428 and name CA 12.47 
(segid 3A4 and resid 429 and name CA 11.73 
(segid 3A4 and resid 430 and name CA ) 11.62 
(segid 3A4 and resid 431 and name CA > 12.96 



and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 



16.75 
16.17 
14.99 
14.03 



7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
1 
7 
7 
7 
7 
7 
7 
7 
7 
7 



and name CA 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



. and name C 
7 and name CB 

7 and name 0 

8 and name C 
8 and name CA > 
8 and name CB ) 

8 and name N ) 
B and name O ) 

9 and name C ) 
9 and name CA ) 
9 and name CB ) 
9 and name N ) 
9 and name O ) 

10 and name C ) 
10 and name CA ) 



l lately 

(segid 3A4 and resid 433 and name CA 
(segid 3A4 and resid 434 and name CA 
(segid 3A4 and resid 1 " 5 ™ Q 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
, a „o tl «m« , (segid 3A4 and tesid 
7 and name CA ) (segid 3A4 and resid 
7 and name CA ) (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
( segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 314 and name CA ) 
(segid 3A4 and resid 314 and name CB ) 
(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA ) 
(segid 3A4 and resid 318 and name CB ) 
(segid 3A4 and tesid 319 and name CA ) 
(segid 3A4 and resid 319 and name CB ) 13.28 
(segid 3A4 and resid 31 and name CA ) 16.54 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA J 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and tesid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA } 
isegid 3A4 and resid 347 and name CB 
(segid 3A4 and resid 348 and name CA ) 
Isegid 3A4 and tesid 349 and name CA 
(segid 3A1 and resid 349 and name CB 
(segid 3A4 and resid 34 and name CA > 
(segid 3A4 and resid 34 and name CB ) 



and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB ) 
and name CB ) 
) 



10 and name CB 
10 and name N 

10 and name O 

11 and name CA 
11 and name CB 

11 and name N 

12 and name CA ) 

12 and name CB ) 

13 and name CA > 
13 and name CB ) 
19 and name CA ) 

19 and name CB ) 

20 and name CA ) 

21 and name CA ) 
21 and name CB ) 
23 and name CA ) 
23 and name CB ) 



and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and 

and name CB 
and name CB 
and name CB 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB > 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB > 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



11.77 
13.94 
1.52 

I. 53 
2.39 
4.45 
3.82 
4.86 
2.45 
5.40 
5.48 
5.45 
5.91 
4.39 
6-61 
6.71 
6.38 
5.71 
5.94 
7.79 
6.82 
6.25 
6.07 
9-72 
9.99 

II. 10 
10.72 
14.58 
15.55 
15.81 
15.78 
14.92 
15.59 
14.27 
13.15 
13.94 
11.24 
12.12 
10.45 
10.39 
11.65 
12.88 
12.08 



32 and name CA ) 

32 and name CB ) 

33 and name CA ) 
33 and name CB ) 



2.13 
1.0? 
2.57 
2.49 
2.77 
2.83 
1.20 
1.67 
1.09 
0.85 
1.54 
0.94 
1.08 
0.77 
0.76 
2.05 
2.65 
2.20 
2.01 
0.93 
1.96 
2.01 
2.15 
0.02 
0.02 
0.04 
0.03 
0.02 
0.02 
0.03 
0.06 
0.13 
0.08 
0.15 
0.07 
0.13 
0.07 
0.12 
0.21 
0.12 
0.09 
0.16 
0.23 
0.11 
0.23 
0.33 
0.14 
0.17 
1.70 
1.58 
1.77 
2.29 
2.36 
2.69 
2.60 
2.38 
2.40 
2.78 
2.89 
2.83 
2.21 
2.53 
2.70 
2.59 
2.60 
2.11 
1.88 
1.97 
1.40 
1.26 
2.10 
2.14 
1.86 
1.90 
1.67 
1.38 
1.54 
1.82 
1.40 
0.88 
0.60 
1.02 
1.35 



13.17 
12.05 
13.56 
14.49 
14.06 
13.23 
13.12 
14.21 
9.88 
9.08 
10.85 
11.55 
8.18 
8.25 
8.41 
11.37 
10.89 



2.13 
1.01 
2.57 
2.50 
2.77 
2.83 
1.20 
1.68 
1.09 
0.84 
1.54 
0.94 
1.09 
0.77 
0.77 
2.05 
2.65 
2.20 
2.02 
0.94 
1.95 
2.00 
2.15 
0.01 
0-02 
0.04 
0-03 
0.03 
0.02 
0.03 
0.06 
0-12 
0.08 
0.15 
0.07 
0.13 
0.06 
0.12 
0.20 
0.13 
0.09 
0.15 
0.22 
0.11 
0.22 
0.34 
0.13 
0.17 
1.70 
1.58 
1.77 
2.28 
2.37 
2.70 
2.60 
2.37 
2.40 
2.78 
2.90 
2.83 
2.21 
2.53 
2.69 
2.59 
2.59 
2.12 
1.88 
1.97 
1.40 
1.27 
2.10 
2.14 
1.89 
1.89 
1.67 
1.39 
1.53 
1.82 
1.39 
0.88 
0.60 
1.03 
1.34 
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10 



15 



assign 
assign 
assign 



assign 
assign 
assign 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



assign (segid 3A4 and iesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
t segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
U w~~-,.- (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB > 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB } 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 



70 



75 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



80 



assign 
assign 



assign (segid 3A4 and resid 



7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 
7 



and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 



(segid 3A4 and rosid 350 and name CA ) 13.34 
(segid 3A4 and resid 350 and name CB ) 12.18 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB > 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 357 and name CB ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 362 and name CA ) 
(segid 3A4 and resid 36 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 38 and name CA ) 
(segid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 39 and name CA > 
(segid 3A4 and resid 39 and name CB ) 
(segid 3A4 and re3id 426 and name CA ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and lesid 429 and name CA ) ^ ^ 
(segid 3A4 and resid 430 and name CA ) 11.67 
(segid 3A4 and resid 431 and name CA ) 12.79 
(segid 3A4 and resid 433 and name CA ) 
(segid 3A4 and resid 434 and name CA ) 
(segid 3A4 and resid 



0.86 
0.72 



11.33 
9.93 
8.64 
12.30 
13. OB 
14.52 
14.61 
15.07 
13.66 
12.67 
12.04 
11.28 
10.92 
14.63 
15.00 
15.32 
14.98 
14.38 
17.62 
16.94 
16.13 
14.91 
13.83 
13.12 
12.46 
11.80 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
and name CB ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name H ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (sogid 3A4 and resid 
and name N > (segid 3A4 and resid 
and name H ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and rosid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name N > (segid 3A4 and resid 
and name N ) (segid 3A4 and resid 
and name O > (segid 3A4 and rosid 
and name O ) (segid 3A4 and resid 
and name O ) (segid 3A4 and resid 
and name 0 > (segid 3A4 and resid 
and name O ) (segid 3A4 and resid 
and name O ) (segid 3A4 and resid 
and name 0 ) (segid 3A4 and resid 
and name 0 ) (segid 3A4 and resid 
O ) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



8 and name C ) 
8 and name CA ) 
8 and name CB ) 
8 and name N ) 

8 and name 0 ) 

9 and name C ) 
9 and name CA ) 
9 and name CB ) 
9 and name N ) 



10 and name C ) 
10 and name CA ) 
10 and name CB ) 



and name 
and name 
and name 
and name 
and n 
and name 
and name 
and name O 
and name O 
and name O 
and name O 
and name O 



10 and name N ) 

11 and name CA ) 
11 and name CB ) 
11 and name N ) 

7 and name C ) 
7 and name CA ) 
7 and name CB ) 

7 and name O ) 

8 and name C ) 
8 and name CA ) 
8 and name CB ) 
8 and name N ) 

8 and name O ) 

9 and name C ) 
9 and name CA ) 
9 and name CB ) 

9 and name N ) 
9 and name O ) 

10 and name C ) 
10 and name CA ) 

10 and name CB ) 

10 and name N ) 

10 and name O } 

11 and name C ) 

11 and name CA ) 
11 and name CB ) 
11 and name N ) 

11 and name O ) 

12 and name C ) 
12 and name CA ) 



11.37 
13.44 
5.51 
4.57 
5.46 
3.26 
6.38 
6.87 
6.85 
7.38 
5.68 
6.51 
5.72 
5.24 
4.91 
7.24 
6.98 
6.14 
2.46 
1.45 
2.48 
3.52 
4.77 
4.22 
4.94 
2.81 
5.88 
5.70 
5.40 
5.52 
4.38 
6.90 
3.89 
3.90 
3.87 
3.42 
5.04 
5.09 



12 and name CB 

12 and name N 

13 and name N 

7 and name CB 

8 and name C 
8 and name CA 
8 and name CB 
8 and name N 
8 and name O 



56 
20 
,34 
.81 
.61 
.15 
.19 
2.41 
0.88 
2.93 
2.80 
3.21 
3.23 
3.18 
1.14 
1.35 
1.08 
1.85 
0.94 
1.11 
0.83 
0.83 
2.14 
2.61 
2.26 
2.14 
1.25 
2.31 
2.22 
2.21 
0.07 
0.09 
0.08 
0.08 
0.11 
0.10 
0-07 
0.13 
0.06 
0.18 
0.24 
0.27 
0-24 
0.06 
0.07 
0.10 
0.05 
0.01 
0.04 
0.08 
0.12 
0.08 
0.08 
0.09 
0.09 
0.24 
0.21 
0.25 
0.17 
0.23 
0.20 
0.22 
0.16 
0.24 
0.18 
0.12 
0.11 
0.11 
0.17 
0.11 
0.17 
0.18 
0.28 
0.17 
0.20 
0.08 
0.11 
0.03 
0.02 
0.01 
0.14 



89 
54 
06 
.19 
.42 
.59 
.94 
.21 
7.10 
3.20 
3.06 
2.77 
4.24 
2.24 
3.59 



0.86 
0.73 
1.59 
2.19 
2.33 
1.82 
1.61 
2.15 
2.19 
2.42 
0.88 
2.93 
2.80 
3.21 
3.24 
3.17 
1.13 
1.35 
1.08 
1.85 
0.94 
1.12 
0.83 
0.83 
2.13 
2.61 
2.26 
2.13 
1.24 
2.30 
2.22 
2.20 
0.07 
0.09 
0.07 
0.08 
0.11 
0.10 
0.06 
0.14 
0.07 
0.17 
0.25 
0.27 
0.24 
0.06 
0.08 
0.09 
0.06 
0.01 
0.04 
0.08 
0.12 
0.09 
0.08 
0.09 
0.10 
0.24 
0.21 
0.24 
0.18 
0.23 
0.21 
0.23 
0. 
0. 
0. 
0 
0 
0 
0 
0 
0 



15 
25 
,17 
.12 
.11 
.12 
.18 
.11 
.18 
0.18 
0.27 
0.16 
0.19 
0.07 
0.11 
0.03 
0.02 
0.01 
0.14 
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assign (segid 3A1 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and res id 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3a4 and resid 
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assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
75 assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 



81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name CB 
81 and name N 
81 and name H 
81 and name N 
81 and name N 
81 and name N 
81 and name N 
81 and name N 
81 and name N 
Bl and name N 
81 and name N 
81 and name N 
81 and name N 
81 and name N 
81 and name N 
81 and name N 
81 and name N 
81 and name N 
81 and name O 
81 and name O 
81 and name O 
81 and name O 
81 and name O 
81 and name O 
81 and name O 
81 and name O 
81 and name O 
81 and name O 
81 and name 
81 and name 
81 and name 
81 and name 
81 and name 
81 and name 
81 and name 
81 and name 
81 and name 
81 and name 
81 and name 

81 and 

82 and name 
82 and name 
82 and name 
82 and name 
82 and name 
82 and name 
82 and name 
82 and name 
82 and name 
82 and name C 
82 and name C 
82 and name 
82 and name 
62 and name 
82 and name 
82 and name 
62 and name 



. ) 

82 and name CA ) 



(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resxd 391 and name CB ) 
(segxd 3A4 and tesxd 392 and name CA ) 
(segid 3A4 and resxd 392 and name CB ) 
(segxd 3A4 and resxd 393 and name CA ) 
(segxd 3A4 and resid 394 and name CA ) 
(segxd 3A4 and resxd 394 and name CB ) 
(segid 3A4 and resxd 39S and name CA ) 
(segxd 3A4 and resxd 396 and name CA ) 
(segxd 3A4 and resxd 396 and name CB ) 
(segxd 3A4 and resxd 82 and name C 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
{segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and tesxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and rebxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 

(segid 3A4 and resxd 223 and name C ) 
(segid 3A4 and resxd 223 and name O ) 
(segxd 3A4 and resxd 224 and name CA ) 
(segid 3A4 and resid 224 and name N ) 
(segid 3A4 and resid 81 and name CB ) 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 

(segid 3A4 and resxd 392 and name CB > 
(segxd 3A4 and resxd 82 and name CB ) 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
> 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 
) 
) 
) 
) 
) 



0.41 
0.41 
0.49 
0.47 
0.45 
0.56 
0.59 
0.58 
0.76 



82 and name CB 
82 and name N ) 

82 and name O ) 
63 and name CA ) 

83 and name CB ) 

83 and name N ) 

84 and name CA } 

84 and name CB ) 

85 and name CA ) 

85 and name CB ) 

86 and name CA ) 
86 and name CB ) 
94 and name CA ) 
94 and name CB ) 
81 and name C ) 
81 and name CA ) 
81 and name CB ) 

81 and name 0 ) 

82 and name C ) 
82 and name CA ) 
82 and name CB ) 
82 and name N ) 

82 and name O ) 

83 and name C ) 
83 and name CA ) 
83 and name CB ) 
83 and name N ) 

83 and name 0 ) 

84 and name CA ) 
84 and name CB ) 
84 and name N ) 



82 and name C ) 
82 and name CA ) 



82 and name CB 
82 and name N 

82 and name O 

83 and name C 
83 and name CA 
83 and name CB ) 
83 and name N } 

83 and name 0 ) 

84 and name C ) 
84 and name CA ) 
84 and name CB ) 

84 and name N ) 

85 and name CA ) 
85 and name CB ) 
85 and name N ) 



82 and name O ) 

83 and name C ) 
83 and name CA ) 
83 and name CB ) 
83 and name N ) 

83 and name O 1 
B4 and name C ) 

84 and name CA ) 



84 and name CB 
84 and name N ) 

84 and name O ) 

85 and name C } 
85 and name CA ) 
85 and name CB ) 
85 and name N ) 



16.46 
15.25 
16.43 
12.11 
10.77 
14.23 
17.22 
17.42 
17.51 
17.43 
16.33 
5.58 
4.49 
5.20 
3.17 
6.53 
7.03 
7.33 
5.75 
7.74 
7.27 
8.68 
8-07 
10.56 
10.30 
18.43 
17.57 
2.48 
1.46 
2.45 
3.52 
4.84 
4.26 
5.08 
2.84 
5.96 
6.17 
5.50 
5.39 
4.44 
7.36 
6.74 
6.46 
5.70 
6.70 
6.55 
6.63 
6.74 
3.29 
3.31 
2.77 
4.16 
2.26 
3.89 
4.93 
4.89 
5.66 
3.79 
5.99 
5.29 
4.87 
4.60 
4.17 
5.59 
5.20 
4.69 
6.50 
2.51 
1.23 
3.03 
2.45 
3.70 
1.33 
3.92 
4.68 
4.43 
5.12 
3.23 
5.82 
5.14 
4.83 
4.81 
4.01 



0.41 
0.46 
0.49 
46 
45 
,56 
59 
59 
76 
74 
0.75 
0.12 
0.05 
0.10 
0.05 
0.21 



75 
74 
11 
.05 
.10 
0.04 
0.21 
0.15 
0.11 
0.10 
0.94 
1.16 
0.98 
1.03 
0.75 
0.63 
0.97 
0.90 
0.01 
0.00 
0.01 
0.03 
0.08 
0.05 
0.11 
0.05 
0.12 
0.34 
0.14 
0.14 
0.10 
0.32 
0.74 
0.90 
0.58 
0.49 
0.55 
0.51 
0.46 
0.08 
0.27 
0.03 
0.12 
0.02 
0.40 
0.65 
0.41 
0.32 
0.28 
0.68 
1.03 
0.98 
1.03 
0.80 
1.03 
0.97 
1.04 
0.63 
0.02 
0.00 
O.06 
0.01 
0.02 
0.01 
0.12 
0.17 
0.11 
0.15 
0.11 
0.23 
0.31 
0.26 
0.34 
0.20 



15 
11 
11 
93 
.17 
.98 
.02 
.75 
.63 
0.97 
0.91 
0.01 
0.00 
0.01 
0.03 
0.08 
0.05 
0.11 
0.05 
0.13 
0.33 
0.13 
0.14 
0.10 
0.32 
0.75 
0.90 
0.57 
0.50 
0.55 
0.51 
0.46 
0.07 
0.28 
0.04 
0.11 
0.01 
0.40 
0.65 
0.41 
0.31 
0.29 
0.68 
1.04 
0.98 
1.03 
0.81 
1.04 
0.97 
1.03 
0.62 
0.01 
0.01 
0.05 
0.01 
0.02 
0.01 
0.11 
0.17 
0.11 
0.16 
0.11 
0.22 
0.32 
0.26 
0.34 
0.20 



679 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



62 and name C ) 
82 and name C ) 
82 and name C ) 
82 and name C ) 
82 and name C ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 



85 and name 0 ) 

86 and name C ) 
86 and name CA ) 
86 and name CB ) 
66 and name N ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid „„ 
(segid 3A4 and xesid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
BZ ana name i (segid 3A4 and resid 138 and name CA ) 
82 and name CA ) (segid 3A4 and resid 138 and name CB 
82 and name CA ) (segid 3A4 and resid 139 and name CA 
82 and name CA ) (segid 3A4 and resid 140 and name CA 
82 and name CA ) (segid 3A4 and resid 140 and name CB ) 17.82 
82 and name CA segid 3A4 and resid 198 and name CA 16.91 
82 and name CA ) isegid 3A4 and resid 198 and name CB 15.94 
82 and name CA ) (segid 3A4 and resid 199 and name CA 18.20 
82 and name CA ) (segid 3A4 and resid 201 and name CA 17.68 
82 and name CA > (segid 3A4 and resid 201 and name CB 16.85 
(segid 3A4 and resid 202 and name CA ) 15.60 
(segid 3A4 and resid 202 and name CB ) 15.14 
(segid 3A4 and resid 205 and name CA ) 16.71 
(segid 3A4 and resid 205 and name CB ) 15.37 
(segid 3A4 and resid 20b and name CA ) 17.36 
(segid 3A4 and resid 20b and name CB ) 



6.28 
6.12 
5.33 
4.9*? 
4.46 
15.84 
15.81 
14.65 
15.92 
17.20 
14.78 
15.03 
12.00 
12.59 
13.04 
15.37 
17.87 



82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 



82 and name i isey-iu -w» *• 

82 and name CA ) (segid 3A4 and resid 219 and name CA > 
. . — - . . * onji — w^r4 vae^H 91 Q Ann name Co ) 



82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
62 and name CA ) 
82 and name CA ) 
82 and name CA J 
82 and name CA ) 
62 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA j 
62 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA } 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
62 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 
82 and name CA ) 



(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 



17.61 
11.55 
12.45 
8.19 
7.76 
10.06 
11.38 
11.52 
12.40 
8.62 
7.65 
7.59 
7.37 
11.28 
12.31 
12.02 



(segid 3A4 and resid 222 and name CB 
(segid 3A4 and resid 223 and name CA 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 224 and name CA 
(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 225 and name CA 
(segid 3A4 and resid 225 and name CB 

( segid 3A4 and resid 226 and name CA ) 

(segid 3A4 and resid 240 and name CA ) 14.26 
(segid 3A4 and resid 240 and name CB > 15.12 
(segid 3A4 and resid 241 and name CA ) 15.00 
(segid 3A4 and resid 241 and name CB ) 16.39 
(sogid 3A4 and resid 242 and name CA ) 15.36 
(segid 3A4 and resid 242 and name CB ) 16.39 
(segid 3A4 and resid 243 and name CA ) 12.03 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) _ 
(segid 3A4 and resid 246 and name CA ) 12.45 
(segid 3A4 and resid 246 and name CB ) 12.80 
(segid 3A4 and resid 247 and name CA ) 8.83 
(segid 3A4 and resid 247 and name CB ) 7.64 
(segid 3A4 and resid 248 and name CA ) 10.21 
(segid 3A4 and resid 248 and name CB ) 11.03 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 
(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA > 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 ana resid 388 and name CB ) 



11.59 
10.46 
11.01 
13.00 
14.47 



13.11 
11.55 
10.76 
9.88 
8.90 
13.38 
14.09 
15.42 
13.89 
13.99 
17.18 
17.77 
18.10 
16.86 
16.16 
17.56 
17.82 
16.69 
13.73 
14.00 



\segio o««* • - 

(segid 3A4 and resid 389 and name CA ) 12.81 



0.33 
0.51 
0.43 
0.44 
0.39 
1.42 
1.48 
0.99 
0.78 
0.64 
1.50 
2.01 
0.72 
1.23 
1.30 
1.01 
0.90 
1.01 
0.64 
0.66 
0.50 
0.64 
0.59 
0.62 
0.55 
0.90 
0.89 
0.86 
0.84 
0.85 
0.72 
0.64 
0.63 
0.39 
0.41 
0.49 
0.53 
0.68 
0.81 
0.64 
0.74 
0.71 
0.61 
0.74 
0.81 
0.77 
0.49 
0.48 
0.55 
0.58 
0.57 
0.62 
0.44 
0.43 
0.48 
0.48 
0.62 
0.53 
0.66 
0.65 
0.83 
0.84 
0.83 
0.83 
0.82 
0.87 
0.91 
0.88 
0.88 
0.91 
0.69 
0.85 
0.74 
1.06 
0.65 
0.69 
0.73 
0.62 
0.M 
0.57 
0.56 
0.58 
0.56 



0.34 
0.52 
0.42 
0.45 
0.39 
1.43 
1.49 
1.00 
0.77 
0.83 
1.50 
2.01 
0.72 
1.23 
1.29 
1.00 
0.90 
1.02 
0.63 
0.66 
0-50 
0.63 
0.59 
0.62 
0.56 
0.91 
0.89 
0.87 
0.83 
0.84 
0.71 
0.65 
0.63 
0.39 
0.40 
0.50 
0.54 
0.68 
0.81 
0.64 
0.73 
0.72 
0.60 
0.74 
0.80 
0.76 
0.50 
0.47 
0.54 
0.58 
0.58 
0.63 
0.44 
0.43 
0.48 
0.48 
0.62 
0.54 
0.65 
0.66 
0.83 
0.83 
0.B3 
0.83 
0.82 
0.87 
0.90 
0.87 
0.88 
0.91 
0.89 
0.85 
0.73 
1.06 
0.65 
0.68 
0.73 
0.63 
0.61 
0.57 
0.56 
0.58 
0.57 



if I i a i *"*t f jr- •» r-> »y '^7* T« 
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assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
5 assign (segxd 3A4 end resid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn {segid 3A4 and resid 
assxgn (segid 3A4 and resid 
10 assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
15 assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resxd 
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(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA > 
(segid 3A4 and resid 400 and name CB 
(segid 3A4 and resid 83 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 



83 and name CB ) 

83 and name O ) 

84 and name C ) 
84 and name CA ) 
84 and name CB ) 
84 and name N ) 

84 and name O ) 

85 and name C ) 
85 and name CA ) 
65 and name CB ) 
85 and name N ) 

85 and name O ) 

86 and name C ) 
86 and name CA ) 
86 and name CB ) 



9.99 
10-95 
10.90 
14.67 
15.69 
14.86 
17.70 
18.49 
18.68 
18.91 
15.45 
14.92 
14.14 
14.73 
16.57 
18.05 
IS. 66 
15.94 
11.99 
10.98 
13.36 
14.31 
15.92 
13.79 
12.98 
11.81 
11.03 
15.34 
16.32 
17.07 
14.83 
14.63 
18.02 
18.92 
17.63 
18.75 
17.85 
15.12 
14.21 
15.90 
15.72 
14.60 
11.96 
12.45 
11.69 
12.89 
11.46 
11.46 
10.36 
11.38 
6.81 
6.09 
6.53 
8.88 
11.10 
11.16 
10.97 
11.72 
11.01 
14.26 
14.16 
15.98 
15.66 
16.31 
15.34 
17.84 
17.28 
1.53 
1.S2 
2.40 
4.51 
3.82 
4.84 
2.46 
5.48 
5.63 
5.57 
6.16 
4.46 
6.78 
5.52 
5.31 
5.06 



0.36 
0.71 
0.84 
0.74 
0.63 
0.73 
0.70 
0.66 
0.41 
0.39 
0.44 
0.50 
0.33 
0.38 
0.38 
0.36 
0.37 
0.27 
0.45 
0.47 
0.74 
0.78 
0.69 
0.66 
0.65 
0.77 
0.83 
0.81 
0.82 
0.78 
0.77 
0.64 
0.67 
0.79 
0.86 
0.65 
0.64 
0.63 
0.72 
0.44 
0.73 
0.81 
0.79 
0.83 
0.40 
0.35 
0.50 
0.55 
0.55 
0.62 
0.55 
0.54 
0.65 
0.63 
0.69 
0.72 
0.75 
0.67 
0.66 
0.74 
0.75 
0.75 
0.76 
0.64 
0.59 
0.66 
0.65 
0.02 
0.00 
0.02 
0.07 
0.04 
0.04 
0.03 
0.13 
0.18 
0.19 
0.26 
0.17 
0.20 
0.35 
0.13 
0.28 



0.36 
0.71 
0.84 
0.75 
0.63 
0.74 
0.70 
0.66 
0-40 
0.39 
0.43 
0.49 
0.34 
0.38 
0.37 
0.35 
0.38 
0.27 
0.45 
0.47 
0.74 
0.77 
0.69 
0.65 
0.64 
0.78 
0.82 
0.81 
0.82 
0.79 
0.77 
0.64 
0.67 
0.78 
0.87 
0.65 
0.65 
0.62 
0.73 
0.43 
0.74 
0.82 
0.80 
0.83 
0.40 
0.35 
0.50 
0.56 
0.55 
0.61 
0.54 
0.54 
0.66 
0.62 
0.68 
0.72 
0.76 
0.68 
0.66 
0.73 
0.75 
0.74 
0.76 
0.64 
0.59 
0.66 
0.65 
0.01 
0.01 
0.01 
0.06 
0.03 
0.04 
0.04 
0.13 
0.18 
0.18 
0.25 
0.17 
0.20 
0.31 
0.13 
0.28 
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assign (segid 3A4 and res id 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assiqn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (seqid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 Bssign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



83 and name CA ) 
83 and name CA ) 
83 and name CA ) 
83 and name CA ) 
83 and name CA ) 
83 and name CA ) 
83 and name CA > 
83 and name CA ) 
83 and name CA ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and lesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB } 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB J 
83 and name CB ) 
83 and name CB ) 



86 and name N ) 4.71 
86 and name O ) 6.06 
91 and name CA ) 14.15 

94 and name CB ) 13.14 

95 and name CA ) 16.75 
95 and name CB ) 17.02 

97 and name CB ) 17.76 

98 and name CA ) 18.79 
isegxu j*vi a..« 98 and name CB ) 18.02 
(segid 3A4 and resid 133 and name CA ) 18.04 
(segid 3A4 and resid 133 and name CB J 17.74 
(segid 3A4 and resid 136 and name CA ) 17.65 
(segid 3A4 and resid 136 and name CB ) 17.60 
(segid 3A4 and resid 137 and name CA ) 15.07 
(segid 3A4 and resid 138 and name CA > 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA > 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 



16.39 
16.91 
14.96 
16.05 
12.06 
11.57 
14.53 
15.88 



(segid 3A4 and resid 222 and name CA ) 15.66 



16.32 
12.36 
11.19 
11.96 
11.96 



laegxu jnt auu — * — 

(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 15.64 
(segid 3A4 and resid 225 and name CB ) 16.73 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 240 and name CA ) 
(segid 3A4 and resid 240 and name CB ) 
(segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 14.48 
(segid 3A4 and resid 248 and name CB ) 15.46 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 12.19 
(segid 3A4 and resid 252 and name CA ) 16.48 
(segid 3A4 and resid 252 and name CB ) 17.49 
(segid 3A4 and resid 253 and name CA ) 18.00 
(segid 3A4 and resid 254 and name CA ) 15.59 
(segid 3A4 and resid 255 and name CA ) 15.60 
(segid 3A4 and resid 258 and name CB ) 18.27 
(segid 3A4 and resid 259 and name CB ) 18.75 



15.69 
18.15 
18.88 
19.39 
15.96 
15.33 
14.96 
15.60 
17.48 
18.93 
16.38 
16.53 
12.79 
11.79 



16.91 
14.59 
13.67 
12.88 



18.81 
15.04 
14.14 
15.53 
15.03 



83 and name CB 
83 and name CB 
83 and name CB 
83 and name CB 
83 and name CB 
83 and name CB 
83 and name CB ) 
83 and name CB ) 
63 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB > 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 



V&ey-i." -tn-, 

(segid 3A4 and resid 383 and name CA 
(segid 3A4 and resid 384 and name CA 
(segid 3A4 and resid 384 and name CB 
( segid 3A4 and resid 385 and name CA 
(segid 3A4 and resid 386 and name CA . 
(segid 3A4 and resid 387 and name CA ) 13.66 
(segid 3A4 and resid 308 and name CA ) 10.94 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA > 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segjd 3A4 and lesid 396 and name CB ) 
(se-jid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 



11.36 
11.05 
12.31 
10.96 
10.86 
10.36 
11.48 
7.05 
6.43 
9.58 
11.45 
11.31 
11 .48 
12.63 
12.02 
15.01 
14.83 
16.54 



0.12 
0.72 
1.06 
1.02 
1.02 
1.08 
1.18 
0.57 
0.60 
1.09 
1.05 
1.32 
1.85 
0.52 
1.37 
1.45 
0.55 
0.49 
0.37 
0.42 
0.41 
0.45 
0.32 
0.29 
0.40 
0.42 
0.62 
0.76 
0.68 
0.57 
0.70 
0.60 
0.60 
0.33 
0.41 
0.46 
0.26 
0.31 
0.34 
0.30 
0.36 
0.27 
0.45 
0.47 
0.74 
0.74 
0.69 
0.66 
0.64 
0.79 
0.83 
0.81 
0.82 
0.78 
0.75 
0.64 
0.85 
0.66 
0.62 
0.62 
0.69 
0.45 
0.73 
0.79 
0.80 
0.86 
0.42 
0.36 
0.51 
0.55 
0.58 
0.65 
0.56 
0.57 
0.62 
0.68 
0.71 
0.74 
0.64 
0.61 
0.72 
0.7b 
0.73 



0.12 
0.72 
1.06 
1.02 
1.03 
1.09 
1-19 
0.58 

0. 60 
1.08 
1.06 
1.33 

1. B4 
0.53 
1.38 
1.46 
0.54 
0.49 
0.3b 
0.42 
0.42 
0.45 
0-32 
0.29 
0.41 
0.42 
0.63 
0.75 
0.68 
0-57 
0.69 
0.61 
0.59 
0.32 
0.40 
0.45 
0.26 
0.30 
0.33 
0.31 
0.36 
0.27 
0.46 
0.47 
0.73 
0.75 
0.69 
0.67 
0.65 
0.78 
0.84 
0.82 
0.82 
0.79 
0.75 
0.65 
0.84 
0.65 
0.62 
0.62 
0.70 
0.45 
0.73 
0.78 
0.79 
0.86 
0.42 
0.37 
0.50 
0.56 
0.57 
0.64 
0.55 
0.57 
0.63 
0.68 
0.72 
0.73 
0.63 
0.62 
0.71 
0.74 
0.73 
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assign (segid 3A4 and tesid 
assign (segid 3A1 and resid 
assxgn (segjd 3A4 and resid 
assign (segid 3A4 and res id 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
I0 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
as3ign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A<1 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 asBign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



83 and name CB ) 
63 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB > 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 
83 and name CB ) 



(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CB ) 



84 and name C ) 
84 and name CA ) 
84 and name CB } 
84 and name N ) 

84 and name O ) 

85 and name C ) 
85 and name CA ) 
85 and name CB ) 



83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name H 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name N 
83 and name O 
83 and name O 
83 and name O 
83 and name 0 
83 and name O 
83 and name O 
83 and name O 
83 and name O 



85 and name N 

86 and name C 
86 and name CA 
86 and name CB 
86 and name N 
86 and name O 
94 and name CA ) 

94 and name CB ) 

95 and name CA ) 
95 and name CB ) 
98 and name CB ) 

" > 



83 and name O 
63 and name O 
83 and name O 
83 and name O 
83 and name O 
83 and name 0 
83 and name O 

83 and name O 

84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name C 
84 and name CA ) 
64 and name CA ) 
84 and name CA ) 
64 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 392 and name CB 
(segid 3A4 and resid 83 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
I segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and reaid 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
{ segxd 3A4 and resxd ~ . 

(segid 3A4 and resxd 133 and name CA ) 
(segid 3A4 and resxd 133 and name CB ) 
(segid 3A4 and resxd 134 and name CA ) 
(segid 3A4 and resxd 135 and name CA ) 
(segid 3A4 and tesid 136 and name CA ) 
(segid 3A4 and tesid 136 and name CB i 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resxd 138 and name CB ) 
(segid 3A4 and resxd 139 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 



„ „ _ > 

83 and name CA ) 
83 and name CB ) 

83 and name O ) 

84 and name C ) 
84 and name CA ) 
84 and name CB ) 
84 and name N } 

84 and name O ) 

85 and name C } 
85 and name CA ) 
85 and name CB ) 
85 and name N ) 

85 and name O ) 

86 and name C ) 
86 and name CA ) 
86 and name CB ) 
86 and name N ) 
86 and name O ) 

83 and name CB > 

84 and name C ) 
84 and name CA ) 
84 and name CB ) 
84 and name N ) 

84 and name O ) 

85 and name C ) 
85 and name CA ) 
85 and name CB ) 
85 and name N ) 

85 and name O ) 

86 and name C ) 
86 and name CA ) 



86 and name CB 
86 and name N 
86 and name O 
84 and name CB 

84 and name O 

85 and name C 
85 and name CA 
85 and name CB 
85 and name N 

85 and name O 

86 and name C 
86 and name CA ) 
86 and name CB ) 
86 and name M ) 
86 and name O ) 



16.11 
17.08 
16.16 
18.26 
5.52 
4.53 
5.37 
3.23 
6.42 
7.01 
6.91 
7.56 
5.70 
6.58 
6.59 
6.33 
6.09 
6.99 
15.34 
14.33 
17.79 
17.98 
19.15 
6.26 
2.50 
1.46 
2.43 
3.54 
4.91 
4.30 
5.03 
2.89 
6.03 
5.87 
5.61 
5.84 
4.56 
7.04 
6.34 
5.82 
5.45 
5.07 
6.96 
3.27 
3.01 
2.72 
4.18 
2.23 
3.60 
4.25 
4.39 
5.47 
3-38 
5.29 
3.90 
4.05 
4.40 
3.44 
4.60 
2.50 
1.23 
3.20 
2.44 
3.68 
1.33 
4.19 
4.85 
4.65 
5.58 
3.38 
5.91 
17.20 
17.15 
16.74 
17.83 
15.86 
15.81 
13.46 
14.93 
15.79 
17.03 
12.21 
13.51 



0.75 
0.58 
0.52 
0.59 
0.03 
0.06 
0.16 
0.05 
0.09 
0.16 
0.15 
0.22 
0.13 
0.36 
0.17 
0.33 
0.13 
0.74 
1.16 
1.16 
1.18 
1.26 
0.62 
0.57 
0.03 
0.01 
0.02 
0.05 
0.13 
0.11 
0.13 
0.11 
0.18 
0.21 
0.19 
0.26 
0.15 
0.22 
0.40 
0.26 
0.32 
0.24 
0.75 
0.O7 



0.74 
0.58 
0.52 
0.59 
0.04 
0.06 
0.16 
0.05 
0.10 
0.17 
0.15 
0.22 
0.13 
0.36 
0.18 
0.32 
0.13 
0.74 
1.15 
1.15 
1.18 
1.26 
0.61 
0.58 
0.04 
0.01 
0.02 
0.06 
0.13 
O.ll 
0.13 
0.12 
0.18 
0.21 
0.18 
0.26 
0.15 
0.23 
0.41 
0.27 
0.33 
0.24 
0.75 



) 
) 
) 
) 
> 
) 
) 
) 
) 
> 
) 



10 
07 
.08 
,02 
.10 
.27 
.29 
0.35 
0.27 
0.26 
0.15 
0.35 
0.61 
0.34 
0.37 
0.01 
0.00 
0.14 
0.02 
0.07 
0.02 
0.15 
0.27 
0.30 
0.36 
0.26 
0.28 
1.19 
1.15 
1.44 
0.96 
1.44 
1.86 
0.92 
1.40 
1.43 
1.02 
0.71 
0.67 



07 
09 
06 
-08 
.03 
.11 
.26 
0.28 
0.36 
0.28 
0.25 
0.15 
0.35 
0.61 
0.35 
0.37 
0.01 
0.01 
0.14 
0.03 
0.08 
0.01 
0.14 
0.28 
0.29 
0.35 
0.27 
0.28 
1.18 



15 
44 
95 
,44 
.86 
.93 
1.40 
1.43 
1.02 
0.71 
0.67 



686 



assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
c^o^.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res3d 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign Isegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA > 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CA ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 



(segid 3A4 and resid 220 and name CA ) 10.08 
(segid 3A4 and resid 220 and name CB ) 10.05 
I segid 3A4 and lesid 221 and name CA ) 12 .91 



14.33 
13-18 
13.54 
9.74 
8.46 



14.01 
14.94 
13.42 
17.09 
16.50 
15.26 
15.51 



(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 

(segid 3A4 and resid 223 and name CB ) 

(segid 3A4 and resid 224 and name CA ) 10.57 
(segid 3A4 and resid 224 and name CB ) 10.97 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB J 
(segid 3A4 and resid 244 and name CA ) 

(aegid 3A4 and resid 244 and name CB ) 

(segid 3A4 and resid 245 and name CA ) 17.96 
(segid 3A4 and resid 24 6 and name CA ) 17.77 
(segid 3A4 and resid 24 6 and name CB ) 18.17 
(segid 3A4 and resid 247 and name CA ) 14.12 
Isegid 3A4 and resid 247 and name CB ) 12.95 
(segid 3A4 and resid 248 and name CA ) 14.93 
(segid 3A4 and resid 248 and name CB ) 15.58 
(segid 3A4 and resid 249 and name CA ) 17.97 
(segid 3A4 and resid 250 and name CA ) 16.41 
(segid 3A4 and resid 250 and name CB ) 15.77 
(segid 3A4 and resid 251 and name CA ) 14.04 
(segid 3A4 and resid 251 and name CB ) 12.98 
(segid 3A4 and resid 252 and name CA ) 17.23 
(segid 3A4 and resid 254 and name CA ) 17.60 
(segid 3A4 and resid 255 and name CA ) 16. B5 
(segid 3A4 and resid 384 and name CB > 17.04 
(segid 3A4 and resid 387 and name CA ) 17.74 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 11.26 
(segid 3A4 and resid 394 and name CA ) 13.30 
(segid 3A4 and resid 394 and name CB ) 13.47 
(segid 3A4 and resid 395 and name CA J 12.15 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB J 
(segid 3A4 and resid 84 and name C ) 



0.67 
0.70 
0.81 
0.79 
0.63 
0.55 
0.66 
0.63 
1.18 
1.23 
1.17 
1.05 
1.13 
1.00 
1.05 
0.98 
1.06 
0.90 
0.85 
0.75 
0.84 
0.92 
1.06 
1.15 
0.93 
0.82 
0.81 



15.19 
15.62 
15.26 
16.50 
14.82 
14.64 
13.63 
14.48 
10.04 
9.49 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



84 and name CB ) 

84 and name O ) 

85 and name C ) 
85 and name CA ) 
85 and name CB ) 
85 and name N ) 

85 and name O ) 

86 and name C ) 
86 and name CA ) 
86 and name CB ) 
86 and name N ) 
86 and name O ) 
94 and name CA ) 

94 and name CB ) 

95 and name CA ) 

95 and name CB > 

96 and name CA > 

97 and name CA ) 

97 and name CB ) 

98 and name CA ) 
98 and name CB ) 

and name CA ) 



12.70 
12.05 
15.85 
16.07 
16.90 
16.81 
15.62 
1.52 
1.52 
2.38 
4.53 
3.81 
4.83 
2.43 
5.61 
5.64 
5.58 
6.26 
4.42 
6.59 
13.08 
12.36 
15.75 
15.90 
18.13 
17.91 
16.90 
18.42 
17.72 
16.55 



90 
96 
93 
,92 
.74 
.94 
.03 
.86 
0.86 
0.44 
0.39 
0.61 
0.70 
0.62 
0.69 
0.60 
0-53 
0.78 
0.93 
0.97 
1.13 
1.13 
1.08 
1.04 
0.98 
1.18 
1.24 
1.26 
0.01 
0.00 
0.02 
0.12 
0.01 
0.07 
0.01 
0.15 
0.28 
0.30 
0.41 



0.67 
0.70 
0.81 
0.79 
0.63 
0.54 
0.67 
0.63 
1.18 
1.24 
1.17 
1.04 
1.13 
1.00 
1.06 
0.99 
1.06 
0.91 
0.86 
0.75 
0.84 
0.91 
1.05 
1.15 
0-94 
0.83 
0.80 
0.90 
0.95 
0.94 
0.93 
0.74 
0.95 
1.02 
0.86 
0.86 
0.45 
0.38 
0.61 
0.70 
0.62 
0.69 
0.60 
0.53 
0.78 
0.92 
0.96 



isegia jm** anu 136 - 

(segid 3A4 and resid 136 and name CB 16.57 
(segid 3A1 and resid 137 and name CA 14.13 
(segid 3A4 and tesid 138 and name CA ) 15.38 
(segid 3A4 and resid 138 and name CB 16.27 
(segid 3A4 and resid 139 and name CA > 17.36 



25 
.35 
.50 
.60 
.45 
.47 
1.12 
0.77 
0.80 
0.58 
0.78 
1.42 
1.78 
1.08 
1.57 
1.59 
1.24 



12 
13 
08 
04 
,97 
19 
.24 
1.25 
0.01 
0.01 
0.02 
0.12 
0.01 
0.07 
0.02 
0.14 
0.29 
0.30 
0.42 
0.24 
0.35 
0.50 
0.60 
0.44 
0.48 
1.11 
0.76 
0.80 
0.58 
0.77 
1.11 
1.78 
1.08 
1.56 
1.59 
1.24 



687 



(segid 3A4 and resid 
(segid 3A4 and resid 
oaa x y „ (segid 3A4 and rebid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and zesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



assign 
assign 
assign 



assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
50 assign 



84 and name CB 
84 and name CB 
84 and name CB 
84 and name CB 



84 and name CB ) (segid 3A4 and resid 219 and name CA ) 
84 and name CB ) (segid 3A4 and resid 219 and name CB ) 
84 end Z£ CB U4xd 3A4 and resid 220 and name CA 
84 and name CB ) (segid 3A4 and resid 220 and name CB ) 
SI and name CB ) (segid 3A4 and resid 221 and name CA 
84 and name CB ) (segid 3A4 and resid 221 and name CB 
84 and name CB » (segid 3A4 and resid 222 and name CA 
) (segid 3A4 and resid 222 and name cb i 
) (segid 3A4 and resid 223 and name CA ) 
) (segid 3A4 and resid 223 and name CB ) 
) (segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
[segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB J 
(segid 3A4 and resid 226 and name CA } 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and res id 244 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 247 and name CA > 
(segid 3A4 and resid 247 and name CB > 
(segid 3A4 and resid 248 and name CA * 
(segid 3A4 1 ***** f w 



84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB > 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 end name CB ) 
84 and name CB ) 
84 and name CB ) 
64 and name CB ) 
84 and name CB > 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 
84 and name CB ) 



_-- » 

iP;S uiy ™ and resid 248 and name CB ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name 
(segid 3A4 and resid 390 and name 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB > 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB > 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 85 and name C J 
(segid 3A4 and resid 
and resid 



(segid 3A4 _ 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



84 and name N 
84 and name N 
84 and name N 
84 and name N 
84 and name N 
84 and name N 
84 and name N 
84 and name N 
84 and name N 
84 and name N 
84 and name H 
84 and name n 
84 and name N 
84 and name N 
84 and name O 
84 and name O 
84 and name O 
84 and name O 
84 and name O 
84 and name O 
84 and name O 
84 and name O 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and reaid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 



85 and name CA ) 
85 and name CB ) 
85 and name N ) 

85 and name O ) 

86 and name C > 
86 and name CA ) 
86 and name CB ) 
86 and name N ) 
94 and name CA ) 

94 and name CB ) 
' 95 and name CA ) 

95 and name CB ) 
97 and name CB ) 
84 and name C ) 
84 and name CA ) 
84 and name CB > 

84 and name O > 

85 and name C ) 
85 and name CA ) 
85 and name CB ) 
85 and name N ) 

85 and name O ) 

86 and name C ) 
86 and name CA ) 
86 and name CB ) 
86 and name N ) 
86 and name 0 ) 

84 and name CB ) 

85 and name C ) 
85 and name CA ) 
85 and name CB ) 
85 and name H ) 

85 and name 0 ) 

86 and name C ) 
86 and name CA ) 



12.36 
13.68 
10.31 
10. 47 
12.88 
14.35 
12.82 
13.18 
9.25 
8.10 
10.14 
10.71 
13.40 
14.37 
12.51 
16.92 
16.25 
15.10 
15.26 
17.99 
14.45 
13.19 
15.32 
15.88 
11.12 
16.43 
14.89 
13.77 
18.67 
18.01 
15.91 
16.22 
16.13 
17.34 
15-94 
15.77 
14.89 
15.79 
11.33 
10.70 
12.66 
14.75 
14.90 
13.61 
14.11 
13.43 
17.28 
5.58 
4.53 
5.30 
3.22 
6.60 
7.07 
6.92 
7.59 
5.66 
14.02 
13.38 
16.78 
16.93 
17.76 
2.50 
1.45 
2.41 
3.55 
4.82 
4.25 
5.05 
2.84 
6.00 
5.65 
5.46 
5.82 
4.39 
6.50 
3.21 
3.31 
2.80 
4.21 
2.25 
4.03 
4.75 
4.79 



0.94 
0.90 
0.95 
0.96 
1.08 
1.07 
0.91 
0.82 
0.92 
0.92 
1.40 
1.44 
1.40 
1.28 
1.34 
1.32 
1.35 
1.31 
1.40 
1.16 
1.13 
1.20 
1.35 
1.47 
1.02 
0.96 
1.08 
1.11 
0.99 
0.82 
0.85 
0.B6 
0.45 
0.41 
0.62 
0.72 
0.57 
0.64 
0.57 
0.52 
0.74 
0.90 
0.95 
1.14 
1-12 
1.08 
1.02 
0.10 
0.10 
0.20 
0.09 
O.ll 
0.27 
0.23 
0.31 
0.18 
0.48 
0.61 
0.38 
0.39 
0.78 
0.04 
0-01 
0.05 
0.06 
0.06 
0.07 
0.12 
0.08 
0.11 
0.12 
0.15 
0.33 
0.11 
0.44 
0.09 
0.24 
0.06 
0.11 
0.02 
0.25 
0.50 
0.47 



0.94 
0.90 
0.95 
0.96 
1.09 
1.06 
0.90 
0.82 
0.92 
0.91 
1.39 
1.44 
1.41 
1.28 
1.33 
1.32 
1.36 
1.32 
1.39 
1.17 
1.13 
1.20 
1.36 
1.47 
1.01 
0.97 
1.08 
1.16 
1.00 
0.83 
0.86 
0.87 
0.46 
0.41 
0.61 
0.71 
0.58 
0-65 
0.56 
0.51 
0.74 
0.90 
0.96 
1.14 
1.12 
1.07 
1.01 
0.09 
0.10 
0.19 
0.10 
0.11 
0.27 
0.23 
0.31 
0.17 
0.49 
0.61 
0.37 
0.38 
0.78 
0.03 
0.01 
0.06 
0.06 
0.07 
0.08 
0.11 
0.08 
0.11 
0.12 
0.15 
0.33 
0.12 
0.44 
0.09 
0.25 
0.07 
0.12 
0.02 
0.26 
0.50 
0.46 



688 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



assign (segid 3A4 and resid 
assign {segid JA4 and resid 
assign (segid JA4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 



assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 



84 and name O ) 
B4 and name 0 

84 and name 0 

85 and name C 
8b and name C 
85 and name C 
85 and name C 
85 and name C 
85 and name C 
85 and name C 
85 and name C ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
65 and name CA ) 
85 and name CA ) 
85 and namo CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA } 
B5 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 



(segid 3A4 and resid 86 and name CO ) 
(segid 3A4 and resid 86 and name N ) 
(segid 3A1 and tesid 86 and name o ) 
(segid 3A1 and resid 220 and name CB ) 
(segid 3A4 and resid 85 and name CB ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



5.94 
3.69 
5.79 
6.90 
2.53 
1.24 
3.32 
2.43 
3.58 
1.33 
4.43 
18.39 



85 and name O ) 

86 and name C ) 
86 and name CA ) 
86 and name CB ) 
86 and name N ) 
86 and name O ) 

(segid 3A4 and resid 101 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 17.64 
(segid 3A4 and resid 131 and name CA ) 17.81 
(segid 3A4 and resid 132 and name CA ) 16.67 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA 1 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 198 and name CA ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and tesid 201 and name CA ) 
(segid 3A4 and resid 201 and name CB > 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 205 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and res id 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and re&id 223 and name CA ) 
(segid 3A4 and re3id 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB > 
(segid 3A4 and resid 226 and name CA ) 12.50 

, (segid 3A4 and resid 243 and name CA ) 16.47 

85 and name CA ) (segid 3A4 and resxd 243 and name CB > 16.19 
85 and name CA ) (segid 3A4 and resid 244 and name CA ) 14.03 
(segid 3A4 and resid 244 and name CB ) 14.17 
(segid 3A4 and resid 245 and name CA ) 16.26 
(segid 3A4 and resid 245 and name CB > 17.75 
(segid 3A4 and resid 246 and name CA ) 16.49 

_ _ _ 9 (segid 3A4 and resid 246 and name CB ) 17.17 

85 and name CA ) (segid 3A4 and resid 247 and name CA ) 12.84 
85 and name CA ) (segid 3A4 and resid 247 and name CB ) 11.80 
85 and name CA ) (segid 3A4 and resid 248 and name CA ) 12.76 
85 and name CA ) (segid 3A4 and resid 248 and name CB ) 13.27 
85 and name CA ) (segid 3A4 and resid 249 and name CA ) 15.93 



85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 



13.88 
13.98 
13.37 
14.30 
15.51 
12.26 
12.26 
9.88 
11.48 
12.42 
13.53 
16.60 
16.84 
18.62 
17.97 
18.30 
17.42 
16.84 
16.87 
16.53 
15.28 
17.77 
18.44 
8.86 
10.11 
6.92 
6.85 
10.15 
11.45 
10.70 
10.94 
7.82 
6.38 
9.12 
9.33 
12.52 
13.15 



70 



assign (segid 3A4 and resid — . v — - ^ ocrt ^ „. . „ 

assign (segid 3A4 and resid 85 and name CA ) (segid 3A4 and resid 250 and name CA ) 14.83 

assign (segid 3A4 and resid 85 and name CA ) (segid 3A4 and resid 250 and name CB ) 14.49 

assign (segid 3A4 and resid 85 and name CA ) (segid 3A4 and resid 251 and name CA ) 11.96 

assign (segid 3A4 and resid 85 and name CA ) (segid 3A4 and resid 251 and name CB ) 10.73 

assign (segid 3A4 and resid 85 and name CA ) (segid 3A4 and resid 252 and name CA ) 14.68 

7 7 _ . . _ j in < i .— — --J 1M g<u4 nana CP I 




80 



assign 
assign 
assign 
assign 
assign 
assign 



85 and name 
85 and name 



(segid 

(•>egid 3A4 and resid 
(begid 3A4 and resid 
( 

(segid 3A4 arid resid 85 and name CA ) (segid 3A4 and resid 390 and 



CA ) (segid 3A4 and resid 388 and name CA ) 17.19 

* eq x a ^ *mu fW « • • CA ) (segid 3A4 and resid 388 and name CB ) 17.75 

segid 3A1 and resid 85 and name CA ) (segid 3A4 and resid 389 and name CA ) 16.49 

segid 3A4 and resid 85 and name CA ) (segid 3A4 and resid 38s* and name CB ) 17.59 



CA ) 15.83 



0.49 
0.41 
0.43 
0.79 
0.03 
0.01 
0.11 
0.01 
0.06 
0.00 
0.15 
0.77 
1.25 
1.14 
1.31 
1.13 
1.13 
1.48 
0.91 
1.02 
1.34 
1.70 
0.90 
1.31 
1.37 
0.85 
0.97 
1.14 
0.90 
0.94 
' 0.72 
0.66 
0.83 
0.89 
0.96 
0.94 
1.02 
1.01 
0.51 
£.49 
0.62 
0.70 
0.84 
0.80 
0.71 
0.59 
0.89 
0.B3 
1.36 
1.40 
1.26 
1.14 
1.21 
0.96 
1.05 
0.98 
1.03 
0.87 
0.88 
0.82 
0.73 
0.80 
0.88 
0.98 
1.06 
0.92 
0.92 
0.89 
1.01 
1.01 
1.03 
1.01 
1.07 
1.22 
1.00 
0.85 
0.93 
0.93 
0.72 
0.73 
0.39 
0.44 
0.54 



0.49 
0.41 
0.43 
0.79 
0.04 
0.01 
0.12 
0.02 
0.07 
0.00 
0.15 
0.77 
1.26 
1.14 



31 
13 
13 
48 
91 
02 
1.33 
1.69 
0.91 
1.31 
1.38 
0.84 
0.98 
1.14 
0.90 
0.94 
0.72 
0.66 
0.84 
0.90 
0.96 
0.94 
1.02 
1.01 
0.52 
0.50 
0.62 
0.71 
0.84 
0.80 
0.71 
0.60 
0.69 
0.84 
1.35 
1.39 
1.26 



15 
21 
97 
04 
97 
02 
0.87 
0.88 
0.83 
0.74 
0.80 
0.88 
0.97 
1.06 
0.91 
0.93 
0.90 
1.00 
1.01 
1.03 
1.02 
1.06 
1.22 
1.00 
0.85 
0.94 
0.93 
0.72 
0.73 
0.40 
0.44 
0.53 



689 



assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (seqid 3A4 and res id 
5 assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



85 and name CA ) 
65 and name CA j 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA > 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
85 and name CA ) 
65 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
65 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 



(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 39*7 and name CA ) ----- 
(segid 3A4 and resid 397 and name CB ) 14,63 
(segid 3A4 and resid 398 and name CA ) 16.03 
(segid 3A4 and resid 398 and name CB ) 16-01 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 65 and name C ) 



15.86 
13.78 
14.36 
10.12 

9.51 
10.19 
12.79 
13.37 
11.45 
10.88 

9.97 
14.20 



85 and name CB ) 

85 and name O ) 

86 and name C ) 
86 and name CA ) 
86 and name CB ) 
86 and name N ) 
86 and name O ) 
94 and name CA ) 

94 and name CB ) 

95 and name CA ) 

95 and name CB ) 

96 and name CA ) 

96 and name CB ) 

97 and name CA ) 

97 and name CB ) 

98 and name CA > 15.53 

98 and name CB ) 15.01 

99 and name CA ) 
99 and name CB ) 



15.13 
13.85 
16.33 
15.83 
1.52 
1.55 
2.39 
4.63 
3.82 
4.79 
2.45 
5.76 
10.35 
9.62 
13.41 
13.84 
15.44 
15.42 
14.79 
13.70 



18.64 
18.84 
18.35 
17.32 
17.27 
16.21 
13.48 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
[segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 101 and name CB J 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 13.67 
(segid 3A4 and resid 134 and name CA ) 12.70 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA > 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
85 and name CB ) (segid 3A4 and resid 140 and name CA ) 
85 and name CB ) (segid 3A4 and resid 14 0 and name CB 
85 and name CB ) (segid 3A4 and resid 141 and name CA 
85 and name CB ) (segid 3A4 and resid 198 and name CA 
85 and name CB ) (segid 3A4 and resid 198 and name CB 
85 and name CB ) (segid 3A4 and resid 201 and name CA 
85 and name CB > (segid 3A4 and resid 201 and name CB 
85 and name CB ) (segid 3A4 and resid 202 and name CA 
85 and name CB ) (segid 3A4 and resid 202 and name CB 
85 and name CB ) (segid 3A4 and resid 205 and name CA 15.17 
(segid 3A4 and resid 205 and name CB ) 13.89 
(segid 3A4 and resid 206 and name CA ) 
(segid 3A4 and resid 206 and name CB ) 
(segid 3A4 and resid 219 and name C } 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 219 and name 0 ) 
(segid 3A4 and resid 220 and name C ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 220 and name N ) 
(segid 3A4 and resid 220 and name O ) 
(segid 3A4 and lesid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB i 
(segid 3A4 and xesid 222 and name CA > 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 



85 and name CB 
85 and name CB 
85 and name CB 
85 and name CB 
85 and name CB 
85 and name CB 
85 and name CB 
85 and name CB 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
65 and name CB ) 
85 and name CB ) 
85 and name CB ) 



13.51 
14.76 
11.61 
11.77 
9.09 
10.35 
11.27 
12.50 
15.54 
15.74 
18.32 
17.21 
16.56 
16.86 
16.01 
15.36 
15.39 



16.41 
17.05 
6.88 
7.90 
9.08 
6 
6 
5 



0.55 
0.69 
0.73 
0.63 
0.61 
0.88 
0.91 
0.85 
1.02 
1.23 
1.20 
1.11 
1.03 
1.19 
1.14 
1.34 
1.37 
1.33 
1.31 
0.00 
0.02 
0.01 
0.10 
0.01 
0.05 
0.01 
0.22 
0.59 
0.66 
0.52 
0.53 
1.12 
1.50 
0.76 
0.79 
0.77 
1.01 
0.62 
0.55 
0.96 
1.32 
1.22 
1.30 
1.25 
1.26 
1.52 
0.96 
1.00 
1.30 
1.64 
0.96 
1.34 



80 
47 
66 
5.66 
6.40 
6.17 
8.71 
10.02 
9.39 
9.74 
6.61 
5.23 
7.74 



0.56 
0.69 
0.74 
0.63 
0.60 
0.87 
0.91 
0.85 
1.03 
1.23 
1.19 
1.12 
1.03 
1.18 
1.13 
1.34 
1.37 
1.33 
1.32 
0.01 
0.01 
0.01 
0.11 
0.01 
0-05 
0.01 
0.21 
0.59 
0.67 
0.52 
0.53 
1.13 
1.50 
0.77 
0.78 
0.78 
1.02 
0.63 
0.55 
0.96 
1.31 
1.21 
1.31 
1.26 
1.27 
1.52 
0.96 
1.00 
1.30 
1.63 
0.96 
1.34 
1.41 
0.89 
1.04 
1.22 
0.87 
0.91 
0.96 
0.72 
0.66 
0.83 
0.90 
0.94 
0.92 
1.04 
1.03 
0.36 
0.50 
0.46 
0.29 
0.72 
0.52 
0.63 
0.43 
0.94 
0.81 
0.77 
0.73 
0.59 
0.99 
0.93 
1.45 



40 
90 
05 
21 
86 
.90 
.96 
0.71 
0.66 
0.83 
0.90 
0.95 
0.92 
1.04 
1.04 
0.35 
0.50 
0.45 
0.29 
0.72 
0.52 
0.64 
0.44 
0.94 
0.82 
0.77 
0.73 
0.59 
0.99 
0.93 
1.44 
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assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
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assign (segid 3A4 and resid 
(segid 3A4 and resid 
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(segid 3A4 and resid 
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(segid 3A4 and resid 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(stegid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
u _„„ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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(segid 3A4 and resid 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
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assign 
assign 
assign 
assign 
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assign 
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assign 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 



85 and name CB ) (segid 3A4 and resid 224 and name CB 

85 and name CB ) (segid 3A4 and resid 225 and name CA 

85 and name CB ) (segid 3A4 and resid 225 and name CB 

85 and name CB ) (segid 3A4 and resid 226 and name CA 

8S and name CB ) (segid 3A4 and resid 240 and name CA 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



and resid 
and resid 
and resid 
and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB > 
85 and name CB ) 
85 and name CB ) 
B5 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB > 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 
85 and name CB ) 



( segid 3A4 and resid 241 and name CA ) 
(segid 3A4 and resid 242 and name CA ) 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(aegid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 24 6 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 



7.91 
11.15 
11.75 
11.37 
16.86 
16.93 
18.00 
15.27 
15.05 
12.67 
12.77 
14.89 
16.37 
15.31 
16.04 
11.74 
10.69 



isegia j/w etna ■ — — — * - 

(segid 3A4 and resid 248 and name CA ) 11.52 



(segid 3A4 and resid 248 and name CB > 
isegid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA > 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB > 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA > 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 end name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 86 and name C I 
(segid 3A4 and resid 
(segid 3A4 and resid 
and resid 
and resid 



1 .46 
1.35 
1.22 
1.31 
1.52 
1.13 
1.04 
0.97 
1.06 
0.98 
1.04 
0.87 
0.88 
0.84 
0.75 
0.81 
0.B9 
1.01 
1.09 
0.98 
1.00 



(segid 3A4 
(segid 3A4 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 
(segid 3A4 



and resid 
and resid 



80 



(segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
(segid 3A4 and tesid 



assign 
assign 
assign 



(segid 3A4 and resid 
(segid 3A4 and resid 



85 and name CB 
85 and name N 
85 and name N 
85 and name N 
85 and name N 
85 and name N 
85 and name N 
85 and name N 
85 and name N 
85 and name N 
85 and name N 
85 and name 0 
85 and name 0 
85 and name O 



86 and name CA ) 
86 and name CB ) 
86 and name N ) 
86 and name 0 ) 
94 and name CA ) 

94 and name CB ) 

95 and name CA ) 

95 and name CB ) 

96 and name CA ) 

96 and name CB ) 

97 and name CA ) 

97 and name CB ) 

98 and name CA ) 

**««^ — 98 and name CB | 

(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 85 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(seqid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



85 and name CA ) 
85 and name CB ) 

85 and name 0 ) 

86 and name C ) 
86 and name CA ) 
86 and name CB ) 
86 and name H ) 
86 and name 0 ) 

85 and name CB ) 

86 and name C ) 
86 and name CA ) 



11.95 
14.80 
13.97 
13.67 
11.17 
9. 86 
13.82 
14.50 
16.68 
15.48 
14.34 
17.10 
17.59 
17.64 
18.14 
16.74 
17. IS 
16.31 
16.48 
14.15 
14.75 
10.52 
9.74 
10.55 
13.47 
14.13 
12.40 
11.48 
10.41 
14.66 
15.06 
16.77 
16.86 
15.89 
14.63 
16.77 
16.15 
5.74 
4.62 
5.29 
3.35 
6.82 
10.84 
10.10 
14.08 
14.64 
15.90 
15.86 
14.94 
13.77 
15.82 
15.41 
6.87 
2.48 
1.45 
2.47 
3.57 
4.80 
4.21 
5.01 
2.78 
5.90 
3.14 
3.55 
2.76 



1.46 

1.34 

1.22 

1.32 

1.51 

1.13 

1.03 

0.98 

1.06 

0.99 

1.04 

0.87 

0.87 

0.84 

0.75 

0.82 

0.88 

1.00 

1.08 

0.98 

1.00 



0.98/0.98 



1.11 
1.12 
1.14 
1.12 
1.15 
1.29 
1.03 
0.99 
1.06 
0.75 
0.74 
0.51 
0.56 
0.64 
0.64 
0.81 
0.86 
0.74 
0.68 
1.00 
1.01 
0.94 
1.09 
1.35 
1.33 
1.24 
1.15 
1.28 
1.22 
1.43 
1.46 
1.46 
1.45 
0.12 
0.05 
0.08 
0.08 
0.21 
0.76 
0.86 
0.67 



0.04 
0.01 
0.02 
0.04 
0.11 
0.09 
0.14 
0.08 
0.30 
0.11 
0.21 
0.03 



1.11 
1.12 
1.15 
1.13 
1.15 
1.29 
1.04 
1.00 
1.06 
0.74 
0.73 
0.50 
0.55 
0.64 
0.64 
0.82 
0.86 
0.75 
0.68 
0.99 
1.01 
0.94 
1.09 
1.35 
1.3? 
1.25 
1.15 
1.28 
1.22 
1.44 
1.46 
1.46 
1.45 
0.12 
0.06 
0.08 
0.07 
0.20 
0.77 
0.87 
0.68 
0.66 
1.17 
1.53 
0.89 
0.91 
1.01 
1.25 
0.58 
0.04 
0.01 
0.02 
0.05 
0.11 
0.08 
0.15 
0.08 
0.31 
0.11 
0.20 
0.02 
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assign 
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assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 
assign 
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assign 
assign 
assign 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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assign 
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assign 
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assign 
assign 



(segid 3A4 and 
{segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
(segid 3A4 and 
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(segid 3A4 and 
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(segid 3A4 and 
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res id 
res id 
lesid 
res id 
res id 
resid 
res id 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
resid 
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resid 
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resid 
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resid 
resid 
resid 
resid 
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resid 
resid 
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85 and name O ) 
85 and name O ) 
85 and name O ) 
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86 and name C ) 
86 and name C ) 
86 and name C ) 
86 and name C ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
B6 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
8 6 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA } 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA > 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA > 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA } 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 



(segid 3A4 and re3id 86 and name CB ) 
(segid 3A4 and iesid 86 and name N » 
(segid 3A4 and resid 86 and name O ) 
(segid 3A4 and resid 94 and name CG ) 
(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name O ) 
(segid 3A4 and resid 86 and name CB ) 
(segid 3A4 and resid 86 and name 0 > 
(segid 3A4 and resid 100 and name CA ) 
(segid 3A4 and resid 100 and name CB ) 
(segid 3A4 and resid 101 and name CA ) 
(segid 3A4 and resid 101 and name CB ) 
(segid 3A4 and resid 102 and name CA ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA > 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(sogid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA ) 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB > 
(segid 3A4 and resid 225 and name CA ) 
(segid 3A4 and resid 225 and name CB ) 
(segid 3A4 and resid 226 and name CA > 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and resid 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 24 6 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 24 8 and name CB ) 
(segid 3A4 and resid 24 9 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA > 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA 1 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
(segid 3A4 and resid 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 384 and name CA > 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 385 and name CA ) 



3.99 
2.24 
4.54 
6.43 
6.33 
5.25 
2.50 

I. 24 
18.43 
18.07 
17.91 
16.77 
19.24 
17.14 
17.43 
15.37 
15.96 
16.07 
17.36 
15.20 
15.77 
12.34 
12.15 
12.12 
13.71 
14.84 

II. 99 
11.72 

9.84 
11.95 
12.64 
14.32 
16.91 
16.98 
18.40 
17.45 
10.63 
11.64 
8.54 
7.84 
11.93 
13.03 
13.35 
13.64 
10.92 
9.49 
11.66 
11.44 
15.24 
15.84 
15.79 
17.44 
17.30 
15.28 
15.72 
16.96 
18.48 
16.54 
17.24 
12.81 
12.08 
12.74 
13.57 
15.29 
13.57 
13.30 
10.47 
9.56 
13.21 
14.28 
15.48 
13.44 
12.01 
15.04 
17.74 
16.53 
15.48 
15.52 
14.41 
18.21 
14.71 
13.64 
16.62 



0.16 
0.00 
0.16 
0.73 
0.65 
0.66 
0.03 
0.02 
0.92 
1.18 
0.77 
0.73 
0.28 
1.19 
1.21 
1.11 
1.47 
1.04 
1.06 
1.42 
1.84 
0.98 
0.87 
1.41 
0.96 



18 
.63 
.09 
.70 
.24 
1.36 
0.91 
0.98 
1.05 
0.97 
1.21 
0.88 
0.94 
0.97 
0.95 
1.16 
1.15 
1.05 
1.00 
1.05 
0.99 
1.41 
1.51 
1.35 
1.30 
1.22 
0.98 
1.05 



0.16 
0.00 
0.16 
0.73 
0.64 
0.65 
0.04 
0.01 
0.92 
1.19 
0.78 
0.73 
0.28 
1.20 
1.22 
1.12 
1.47 
1.03 
1.06 
1.43 
1.84 
0.97 
0.87 
1.41 
0.96 
1.18 
1.63 
2.10 
0.71 
1.23 
1.36 
0.91 
0.99 
1.06 
0.96 
1.20 
0.88 
0.95 
0.97 
0.96 
1.16 
1.15 
1.05 
1.00 
1.05 
0.98 
1.40 
1.52 
1.35 
1.29 
1.22 
0.97 
1.04 
1.02 
1.06 
0.91 
0.91 
0.75 
0.67 
0.75 
0.86 
0.89 
0.97 
0.75 
0.70 
0.66 
0.75 
0.75 
0.78 
0.78 
0.88 
1.10 
0.90 
0.58 
0.89 
0.95 
1.06 
0.77 
0.76 
0.77 
0.90 
1.04 
0.81 



02 
05 
91 
,91 
.74 
.67 
.76 
.86 
0.89 
0.97 
0.75 
0.70 
0.66 
0.74 
0.74 
0.78 
0.78 
0.88 
1.11 
0-90 
0.58 
0.90 
0.96 
1.05 
0.77 
0.77 
0.77 
0.91 
1.04 
0.82 
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10 



15 



20 



25 



assign 
assign 
assign 
assign 



assign 
assign 
assign 



35 



assign 
assign 
assign 
assign 
assign 
assign 



40 



assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and reaid 
(segid 3A4 and resid 
(segid 3A4 and resid 
ooaay „ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
o,,^.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a0 o^.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and res id 
assign (segid 3A4 end resid 
assign (segid 3A4 and resid 



45 



55 



60 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



75 



80 



86 and name CA ) 
86 and name CA ) 
86 and name CA } 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA I 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA > 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA > 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CA ) 
66 and name CA ) 
86 and name CA ) 
86 and name CA ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
66 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
66 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB } 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and namo CB ) 
86 and name CB ) 
86 and name CB ) 



(segid 3A4 and resid 386 and name CA ) 
(segid 3A4 and resid 387 and name CA } 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and lesid 388 and name CB > 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and re3id 390 and name CA ) 
(segid 3A4 and res ad 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 392 and name O ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(Begid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and lesid 39B and name CA ) 
(segid 3A4 and resid 398 and name CB 1 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 86 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid — ■ 

(segid 3A4 and resid 101 and name CA ) 
(segid 3A4 and resid 101 and name CB ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid' 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and tesid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA > 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB > 
(segid 3A4 and resid 134 and name CA > 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 198 and name CB ) 
(segid 3A4 and resid 201 and name CB ) 
(segid 3A4 and resid 202 and name CA ) 
(segid 3A4 and resid 202 and name CB ) 
(segid 3A4 and resid 205 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
{segid 3A4 and resid 221 and namo CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 222 and name CA 1 



86 and name CB ) 
86 and name O ) 
94 and name CA ) 

94 and name CB ) 

95 and name CA ) 

95 and name CB ) 

96 and name CA ) 

96 and name CB ) 

97 and name CA ) 

97 and name CB ) 

98 and name CA ) 

98 and name CB ) 

99 and name CA ) 
99 and name CB ) 



17.32 
17.21 
15.34 
16.16 
14.31 
15.43 
13,03 
13.04 
10.63 
11.03 
6.32 
7.16 
6.93 
5.41 
6.67 
9.10 
9.75 
7.93 
7.55 
6.71 
10.70 
11.04 
12.53 
12.50 
12.09 
10.96 
13.39 
12.88 
16.11 
17.23 
16.61 
17.42 
16.38 
1.52 

I. 52 
2.39 
9.44 
8.42 

12.08 
12.53 
14.70 
15.01 
13.94 
12.93 
13.89 
13.17 
17.09 
17.43 
18.18 
16.97 
16.79 
17.05 
14.87 
15.36 
15.62 
16.91 
15.03 
15.62 
12.16 

II. 91 
11.78 
13.58 
14.72 
12.18 
11.95 

9.95 
11.87 
12.40 
14.50 
16.85 
16.82 
17.70 
18.22 
18.31 
18.16 
17.56 
11.19 
12.07 
8.75 
7.86 
11.91 
12.95 
13.70 



0.95 
1.10 
0.93 
0.91 
0.56 
0.56 
0.76 
0.81 
0.76 
0.78 
0.72 
0.65 
0.51 
0.78 
0.79 
0.98 
0.97 
1.04 
1.02 
0.95 
0.96 
0.91 
1.08 
1.09 
1.07 
1.05 
0.96 
0.93 
1.01 
1.11 
1.16 
0.98 
0.95 
0.01 
0.01 
0.02 
0.97 
0.86 
0.66 
0.61 
1.39 
1.74 
1.17 
1.24 
0.51 
0.70 
0.47 
0.50 
0.87 
0.B1 
1.32 
1.35 
1.19 
1.54 
1.19 
1.22 
1.48 
1.90 
1.12 
1.02 
1.52 
1.02 
1.19 
1.62 
2.13 
0.70 
1.34 
1.50 
0.96 
1.09 
1.21 
1.04 
1.02 
1.13 
1.14 
1.23 
0.81 
0.90 
0.89 
0.91 
1.16 
1.17 
0.99 



0.94 
1.10 
0.93 
0.91 
0.57 
0.56 
0.75 
0.82 
0.77 
0.78 
0.73 
0.64 
0.52 
0.77 
0.80 
0.97 
0.97 
1.04 
1.02 
0.95 
0.96 
0.92 
1.08 
1.08 
1.07 
1 .05 
0.97 
0.94 
1.02 
1.11 
1.17 
0.9B 
0.94 
0.01 
0.02 
0.01 
0.97 
0.86 
0.67 
0.61 
1.38 
1.74 
1.16 
1.24 
0.50 
0.70 
0.47 
0.49 
0.86 
0.81 
1.32 
1.36 
1.19 
1.55 
1.20 
1.22 
1.47 
1.91 
1.13 
1.03 
1.52 
1.03 
1.19 
1.61 
2.13 
0.70 
1.35 
1.50 
0.96 
1.10 
1.22 
1.03 
1.03 
1.14 
1.14 
1.23 
0.80 
0.90 
0.90 
0.90 
1.16 
1.18 
0.98 



693 



assign (segid 3A4 and resid 
assign (segid 1A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (aegid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign t segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 arid resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resad 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



86 and name CB ) 
86 and name CB k 
86 and name CB ) 



) 



86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 



14.12 
11.38 
10.01 
11.66 
11.27 
15.29 
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86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
66 and name CB 
86 and name CB 
B6 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB ) 
86 and name CB ) 



86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
66 and name CB 
86 and name CB 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 



(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 224 and name CA ) 
(segid 3A4 and resid 224 and name CB ) 
(segid 3A4 and resid 225 and name CA > 
(segid 3A4 and resid 225 and name CB ) 15.92 
(segid 3A4 and resid 226 and name CA ) 16.14 
(segid 3A4 and resid 243 and name CA ) 
(segid 3A4 and resid 243 and name CB ) 
(segid 3A4 and resid 244 and name CA ) 
(segid 3A4 and re3id 244 and name CB ) 
(segid 3A4 and resid 245 and name CA ) 
(segid 3A4 and resid 245 and name CB ) 
(segid 3A4 and resid 246 and name CA ) 
(segid 3A4 and resid 246 and name CB ) 
(segid 3A4 and resid 247 and name CA ) 
(segid 3A4 and resid 247 and name CB ) 
(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB ) 
(segid 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA ) 
(segid 3A4 and resid 250 and name CB ) 
(segid 3A4 and res id 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 
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(segid 3A4 and resid 258 and name CB 
(segid 3A4 and resid 259 and name CA 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 260 and name CA 
(segid 3A4 and resid 260 and name CB 
(segid 3A4 and resid 262 and name CB 
(segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CB 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 384 and name CA ) 
(segid 3A4 and resid 384 and name CB > 



16.62 
16.52 
14.64 
15.21 
16.17 
17.69 
15.51 
16.17 
11.78 
11.15 
11.88 
12.83 
14.22 
12.29 
11.99 
9.30 
8.50 
12-19 
13.32 
14.26 
12.10 
10.89 
14.07 
16.65 
15.42 
14.32 
14.67 
13.63 
17.91 
18.36 
17.42 
18.96 
17.50 
17.11 
13.63 
12.65 
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86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
66 and name CB ) 
86 and name CB ) 
86 and name CB } 
86 and name CB ) 



86 and name CB 
86 and name CB 
86 and name CB 
66 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB . 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
66 and name CB ) 
86 and name CB ) 
8b and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
86 and name CB ) 
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(segid 3A4 and resid 386 and name CA > 
(segid 3A4 and resid 387 and name CA ) 
(segid 3A4 and resid 388 and name CA ) 
(segid 3A4 and resid 388 and name CB ) 
(segid 3A4 and resid 389 and name CA ) 
(segid 3A4 and resid 389 and name CB ) 
(segid 3A4 and resid 390 and name CA ) 
(segid 3A4 and resid 390 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 392 and name o ) 
(segid 3A4 and rosid 393 and name CA ) 
(segid 3A4 and resid 393 and name N ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB 
(segid 3A4 and resid 395 and name CA 
(segid 3A4 and resid 396 and name CA 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA 
(segid 3A4 and resid 397 and name CB 
(segid 3A4 and resid 398 and name CA 
segid 3A4 and resid 398 and name CB 
(segid 3A4 and resid 399 and name CA 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 400 and name CA ) 



16.29 
16.23 
14.35 
15.18 
13.09 
14.15 
11.90 
12.04 
9.40 
9.83 
5.14 
5.93 
5.64 
4.38 
5.60 
5.71 
8.36 
9.01 
7.84 
7.44 
6.50 
10.19 
10.36 
12.31 
12.31 
12.26 
11.26 
13.34 



(segid 3A4 and resid 400 and name CB 2 71 



(segid 3A4 and resid 401 and name CA 
(segid 3A4 and resid 402 and name CA 
segid 3A4 and resid 402 and name CB 
segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB 
(segid HEM and resid 1 and name CAC 
(segid HEM and resid 1 end name CBC) 
(segid 3A4 and resid 94 and name CA ) 
(segid 3A4 and resid 94 and name CB ) 



0.93 
0.92 
0.84 
1.34 
1.48 
1.30 
1.25 
1.14 
0.97 
1.02 
0.99 
1.02 
0.91 
0.91 
0.75 
0.66 
0.76 
0.86 
0.95 
1.02 
0.83 
0.74 
0.66 
0.84 
0.64 
0.91 
0.91 
0.99 
1.16 
0.96 
0.75 
1.04 
1.03 
1.11 
0.81 
0-80 
0.96 
1.11 
0.73 
0.47 
1.04 
0-89 
0.88 
1.03 
0.80 
1.00 
1.19 
1.06 
1.03 
0.63 
0.59 
0.82 
0.91 
0.78 
0.78 
0.78 
0.71 
0.48 
0.88 
0.78 
0.75 
0.95 
0.97 
0.96 
0.91 
0.87 
0.89 
0.86 
0.97 
0.98 
0.91 
0.88 
0.84 
0.82 
0.90 
0.96 
1.00 
0.86 
0.87 
0.97 
0.67 
1.11 
0.99 



15.89 
17.29 
16.74 
17.66 
16.66 
7.08 
6.63 
10.3b 
9.22 



0.93 
0.93 
0.85 
1.33 
1.47 
1.31 
1.26 
1.14 
0.97 
1.03 
0.99 
1.01 
0.92 
0.91 
0.74 
0.66 
0.77 
0.86 
0.95 
1.02 
0.63 
0.74 
0.67 
0.84 
0.85 
0.92 
0.91 
0.99 
1.16 
0.97 
0.74 
1.03 
1.02 
1.11 
0.82 
0.81 
0.95 
1.12 
0.73 
0.46 
1.04 
0.89 
0.69 
1.04 
0.81 
0.99 
1.18 
1.06 
1.04 
0.62 
0.58 
0.81 
0.91 
0.78 
0.78 
0.78 
0.70 
0.47 
0.88 
0.79 
0.76 
0.95 
0.98 
0.96 
0.91 
0.86 
0.89 
0.86 
0.97 
0.99 
0.91 
0.88 
0.84 
0.82 
0.90 
0.96 
1.01 
0.65 
0.82 
0.96 
0.66 
1.10 
1.00 
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assign 
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assign 
assign 
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'assign 
assign 
assign 
assign 
assign 



assign (segxd 3A4 and resid 
assign (sag id 3A4 and res ad 
assign (segid 3A4 and resad 
assign (segid 3A4 and resid 
(segid 3A4 and res id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a33iy u (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and lesid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a3aiy » (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
w ^ ^ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
ao, iy ,. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(aegid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
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86 and name CB 
86 and name CB 
86 and name CB 
86 and name CB 
86 and name N 
86 and name n 
86 and name N 
86 and name N 
86 and name O 
86 and name 0 
86 and name O 
86 and name O 
86 and name O 
86 and name O 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
8 and name C 
B and name CA 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA 1 
8 and name CA ) 
8 and name CA ) 
8 and name CA \ 
.8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA J 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 



95 and name CA ) 

95 and name CB ) 

96 and name CA ) 

96 and name CB ) 

97 and name CA ) 
9*7 and name CB ) 

98 and name CA ) 

98 and name CB ) 

99 and name CA ) 
99 and name CB ) 
86 and name C ) 
86 and name CA > 
86 and name CB ) 
86 and name O ) 



10 and name C ) 
10 and name CA ) 
10 and name CB > 



10 and name N 

10 and name O 

11 and name C 
11 and name CA 
11 and name CB 
11 and name N 

11 and name O 

12 and name C 



12 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 

(segid 3A4 and resid 392 and name C ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name O ) 
(segid 3A4 and rosid 393 and name CA ) 
(segid 3A4 and resid 393 and name N ) 
(segid 3A4 and resid 86 and name CB j 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re&id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



12 and name CB 

12 and name N 

13 and name N 
8 and name CB 

8 and name 0 

9 and name C 
9 and name CA ) 
9 and name CB ) 
9 and name N ) 
9 and name O ) 

10 and name C ) 
10 and name CA ) 



10 and name CB 
10 and name N 

10 and name 0 

11 and name C 
11 and name CA 
11 and name CB 
11 and name N 

11 and name O 

12 and name CA 
12 and name CB 

12 and name N 

13 and name CA 
13 and name CB 
19 and name CA 

19 and name CB 

20 and name CA 

20 and name CB 

21 and name CA ) 

21 and name CB ) 

22 and name CA ) 

23 and name CA ) 
) 



12.97 
13.48 
15.64 
16.04 
14.63 
13.59 
14.37 
13.65 
1*7.68 
18.12 
2.47 
1.45 
2.45 
3.55 
5.75 
6.71 
4.65 
6.07 
6.41 
2.86 
4.62 
4.59 
5.40 
3.40 
5.72 
4.88 
4.52 
4.25 
3.84 
6.05 
6.39 
5.22 
4.97 
4.26 
6.34 
2.49 
1.23 
3.10 
2.45 
3.70 

I. 33 
3.93 
5.51 
5.52 
6.01 
4.44 
6.64 
5.71 
5.08 
4.41 
4.55 
6.83 
6.40 
6.27 
5.34 
B.91 
8.96 

13.84 
14.89 
15.48 
16.88 
15.25 

II. 17 
16.76 
15.47 
14.24 
17.87 
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,78 
71 
41 
74 
.26 
.34 
.64 
.80 
.58 
.62 
.04 
0.01 
0.04 
0.14 
0.56 
0.49 
0.58 
0.72 
0.62 
0.06 
0.11 
0.10 
0.07 
0.07 
0.15 
0.10 
0.08 
0.13 
0.06 
0.06 
0.30 
0.24 
0.40 
0.20 
0.36 
0.02 
0.01 
0.09 
0.01 
0.04 
0.01 
0.16 
0.13 
0.08 
0.06 
0.04 
0.15 
0.15 
0.15 
0.20 
0.13 
0.15 
0.26 



23 and name CB 
cseqia ana ream 25 and name CA ) 
(segid 3A4 and resid 312 and name CA 11.85 
(segid 3A4 and resid 313 and name CA ) 17.27 
(segid 3A4 and resid 314 and name CA 15.29 
(segid 3A4 and resid 314 and name CB ) 15.88 
(segid 3A4 and resid 315 and name CA 13.17 
(segid 3A4 and resid 315 and name CB 13.88 
segid 3A4 and resid 316 and name CA 12.88 
segid 3A4 and resid 317 and name CA 13.13 
(segid 3A4 and resid 318 and name CA 
{segid 3A4 and resid 318 and name CB 
(segid 3A4 and resid 319 and name CA ) 
(segid 3A4 and resid 319 and name cb 
(segid 3A4 and resid 31 and name CA 
(segid 3A4 and resid 32 and name CA 
(segid 3A4 and resid 32 and name CB > 
(segid 3A4 and resid 33 and name CA ) 



14.56 
15.81 
15.03 
16.27 
17.01 
13.70 
32.45 
14.10 



0.78 
0.71 
1.42 
1.75 
1.26 
1.33 
0.64 
0.81 
0.59 
0.61 
0.04 
0.01 
0.03 
0.14 
0.55 
0.50 
0.57 
0.72 
0.61 
0.07 
0-12 
0.09 
0.07 
0.07 
0.14 
0.09 
0.08 
0.13 
0.07 
0.06 
0.30 
0-25 
0.40 
0.21 
0.37 
0.01 
0.01 
0.08 
0.02 
0.05 
0.01 
0.15 
0.13 
O.07 
O.06 
0.04 
0.15 
0.15 
0.16 
0.19 
0.13 
0.15 
0.25 
0.43 
0.22 
0.28 
0.29 
2-16 
2.17 
1.94 
1.95 
1.83 
1.78 
1.85 
1.63 
1.61 
1.11 
1.56 
1.31 
0.97 
0.93 
1.35 
1.S2 
1.67 
1.23 
1.85 
2.05 
1.80 
1.71 
1.74 
1.75 
1.68 
1.89 
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.29 
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.95 
.94 
1.83 
1.78 
1.85 
1.63 
1.62 
1.11 
1.55 
1.30 
0.97 
0.93 
1,34 
1.51 
1.67 
1.24 
3.85 
2.04 
1.80 
1.71 
1.73 
1.75 
1.69 
1.89 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (i>egid 3A4 and resid 
5 assign < segid 3A4 and resid 
assign (segid 3A4 and resid 
assign t segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign j segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CA ) 
8 and name CB ) 



15.27 
15.59 
14.70 
14. 16 
15.95 
11.52 
10.37 



(segid 3A4 and tesid 33 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and tesid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 12.92 
(segid 3A4 and resid 347 and name CB ) 13.89 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 10.58 
(segid 3A4 and resid 352 and name CB ) 9.28 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 357 and name CB > 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 12.11 
(segid 3A4 and resid 361 and name CA ) 11-36 
(segid 3A4 and re&xd 361 and name CB j 
(segid 3A4 and res id 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 36 and name CA ) 
(segid 3A4 and resid 381 and name CA ) 
(segid 3A4 and resid 382 and name CA ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 39 and name CA ) 
(segid 3A4 and resid 39 and name CB ) 
(segid 3A4 and resid 427 and name CA ) 
(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 13.77 
(segid 3A4 and resid 434 and name CA ) 15.68 
(segid 3A4 and resid . 8 and name C ) 
(segid 3A4 and resid 8 and name CB ) 
(segid 3A4 and resid 8 and name O > 
(segid 3A4 and resid ^ 9 and name C ) 



10.14 
9.09 
8.93 
11.45 
10.54 
12.43 
13.52 
12.80 



12.27 
13.19 
13.93 
13.66 
15.67 
15.24 
13.70 
12.85 



10.58 
14.91 
15.98 
16.73 
16.88 
15.72 
17.90 
17.59 
17.13 
17.07 
17.33 
17.32 
16.18 
14.28 
13.89 
13.69 
13.94 
15.58 



8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
6 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 



8 and name CB ) 



8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



9 and name CA ) 



9 and name CB 
9 and name N 
9 and name O 
10 and name C 
10 and name CA 
10 and name CB 

10 and name N 

11 and name C 
11 and name CA ) 
11 and name CB ) 

11 and name N ) 

12 and name CA ) 
12 and name CB ) 
12 and name N ) 



1.52 
1.53 
2.38 
4.44 
3.81 
4.85 
2.44 
5.35 
6.93 
6.88 
7.43 
5.68 
6.87 
6.43 
5.65 
5.98 
7.22 
6.87 
6.36 



13 and name CA ) 10.01 
13 and name CB ) 
19 and name CA > 

19 and name CB ) 

20 and name CA ) 

21 and name CA ) 
21 and name CB ) 
23 and name CA 



) 

„„, 23 and name CB ) 

(segid 3A4 and resid 265 and name CA J 

(segid 3A4 and resid 314 and name CA 15.65 

(segid 3A4 and resid 314 and name CB 16.24 

(segid 3A4 and resid 315 and name CA 13.33 

(segid 3A4 and resid 315 and name CB 13.93 

(segid 3A4 and resid 316 and name CA ) 12.95 



1.81 
1-72 
1.64 
1.86 
1.90 
1.68 
1.63 
1.42 
1.45 
1.00 
1.25 
1.49 
1.91 
2.09 
1.31 
1.31 
0.86 
1.27 
1.23 
1.71 
1.74 
1.88 
1.98 
1.44 
2.01 
1.86 
1.67 
1.66 
1.82 
1-99 
1.77 
1.83 
1.58 
1.66 
1.78 
1.06 
0.99 
1.10 
1.03 
1.96 
1.73 
1.63 
3.33 
2.61 
2.40 
1.03 
1.91 
2.15 
1.86 
0.01 
0.01 
0.03 
0.07 
0.01 
0.04 
0.01 
0.14 
0.13 
0.05 
0.06 
0.02 
0.18 
0.19 
0.24 
0.13 
0.30 
0.49 
0.24 
0.34 
0.37 
2.34 
2.38 
2.16 
1.93 
1.82 
1.70 
1.71 
2.28 
1.27 
1.22 
1.38 
1.51 
1.66 



10.12 
15.09 
16.12 
16.72 
16.43 
15.34 
16.40 
15.15 
17.46 



1.80 
1.72 
1.63 
1.86 
1.69 
1.67 
1.62 
1.42 
1.45 
1.00 
1.25 
1.49 
1.91 
2.09 
1.31 
1.31 
0.66 
1.27 
1.23 
1.70 
1.74 
1.88 
1.98 
1.44 
2.00 
1.85 
1.67 
1.67 
1.82 
2.00 
1.76 
1.82 
1.58 
1.66 
1.77 
1.06 
1.00 
1.10 
1.02 
1.96 
1.73 
1.64 
3.32 
2.61 
2.39 
1.03 
1.90 
2.14 
1.85 
0.01 
0.01 
0.02 
0.07 
0.02 
0.04 
0.01 
0.14 
0.13 
0.05 
0.06 
0.02 
0.18 
0.19 
0.25 
0.14 
0.30 
0.48 
0.25 
0.33 
0.36 
2.34 
2.38 
2.17 
1.93 
1. 
1, 
1 
2 
1 
1 
1 
1 
1 



82 
69 
70 
28 
.26 
.22 
.37 
.51 
.66 



696 



10 



15 



20 



25 



30 



35 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
a&sign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and reaid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
B and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 



(segid 3A4 and resid 311 and name CA ) 13.45 
(seqid 3A4 and resid 318 and name CA ) 14. 7 9 



(segid JA4 and resid 318 and name CB ) 
(segid 3A1 and resid 319 and name CA ) 
(segid 3A4 and resid 32 and name CA ) 
(segid 3A4 and resid 32 and name CB ) 
(segid 3A4 and resid 33 and name CA ) 



g ana name # ("'•u*- •»*" . ~ . __ , 

8 and name CB ) (segid 3A4 and resid 33 and name CB 



8 and name CB ) 
8 and name CB ) 
8 and name CB } 
8 and name CB ) 
8 and name CB ) 
8 and name CB > 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
B and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB ) 
8 and name CB > 
8 and name CB ) 
8 and name CB ) 



\ ocyiu *»••■— — - 

(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 34S and name CA ) 
(segid 3A4 and resid 345 and name CB ) 
(segid 3A4 and resid 346 and name CA ) 
(segid 3A4 and resid 346 and name CB ) 
(segid 3A4 and resid 347 and name CA ) 
(segid 3A4 and resid 347 and name CB ) 
(segid 3A4 and resid 348 and name CA ) 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 14.36 
(segid 3A4 and resid 35*7 and name CB ) 16.22 
(segid 3A4 and resid 359 and name CA ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and xesid 362 and name CA ) 
(segid 3A4 and resid 362 and name CB ) 
(segid 3A4 and resid 363 and name CA ) 
(segid 3A4 and resid 363 and name CB ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 39 and name CB > 
(segid 3A4 and resid 426 and name CA ) 



15.99 
15.47 
14-85 
13.58 
15.29 
16.45 
16.59 
15.66 
15.78 
16.96 
12.48 
11.37 
13.74 
14.65 
10.81 
9.97 
9.89 
12.61 
11.73 
13.34 
14.43 
13.48 
11.25 
9.94 
13.12 
14.08 
14.65 



15.46 
14.83 
13.20 
12.58 
11.41 
10.57 
14.81 
15.89 
16.60 
16.67 
17.93 
17.23 
13.99 



(segid 3A4 and resid 427 and name CA ) 13.74 



l scyiy *- ~ 

(segid 3A4 and resid 428 and name CA ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 
(segid 3A4 and resid 433 and name CA ) 



13.55 
13.65 
14.16 
15.94 
13.73 



tsegia j/vi ohm i^j.** — • 

(segid 3A4 and resid 434 and name CA ) 15.42 



8 and name CB 
8 and name CB 
8 and name N 
8 and name N 



8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name 
8 and name N 
8 and name N 
8 and name O 
8 and name O 
8 and name 0 
8 and name O 
8 and name O 
8 and name O 



N 

N 

N 

N 

N 

M 

N 

H 

N 

N 

N 

N 

N 

N 

N 

N 

N 



( segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
> (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
} (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (seqid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 



9 and name C ) 
9 and name CA ) 
9 and name CB ) 
9 and name N ) 

9 and name O ) 
10 and name C ) 
10 and name CA ) 
10 and name CB ) 
10 and name N ) 

10 and name 0 ) 

11 and name C ) 
11 and name CA ) 
11 and name CB ) 
11 and name N ) 

11 and name O ) 

12 and name CA ) 
12 and name N ) 

8 and name C ) 
8 and name CA ) 
8 and name CB ) 

8 and name O ) 

9 and name C ) 
9 and name CA ) 
9 and name CB ) 
9 and name N ) 
9 and name O ) 

10 and name C ) 
10 and name CA ) 
10 and name CB ) 
10 and name N ) 

10 and name O ) 

11 and name C ) 



5.48 
4.51 
5.34 
3.19 
6.35 
5.60 
5.36 
5.50 
4.33 
6.80 
6.45 
5.55 
4.97 
4.78 
7.59 
7.39 
6.21 
2.47 
1.46 
2.44 
3.52 
4.70 
4.20 
4.96 
2.60 
5.79 
4.31 
4.61 
5.64 
3.65 
5.25 
3.91 



1.52 
1.95 
2.13 
2.01 
2.05 
1.94 
2.32 
2.26 
2.09 
1.97 
2.35 
2.40 
2.22 
2.20 
2.05 
2.02 
1.66 
2.05 
2.25 
2.39 
2.48 
2.03 
2.04 
1.54 
1.58 
1.50 
2.02 
2.11 
1.99 
2.03 
1.61 
1.89 
2.32 
1.61 
1.66 
1.67 
1.87 
1.64 
1.73 
1.46 
1.54 
1.87 
2.29 
2.74 
3.54 
2.75 
2.53 
1.33 
2.18 
2.33 
1.89 
0.06 
0.04 
O.10 
0.05 
0.15 
0.07 
0.09 
0.14 
0.10 
0.07 
0.10 
0.11 



1.52 
1.95 
2.14 
2.02 
2.06 
1.95 
2.32 
2.26 
2.09 
1.97 
2.35 
2.40 
2.21 
2.19 
2.05 
2.02 
1.67 
2.05 
2.26 
2.39 
2.47 
2.02 
2.04 
1.53 
1.58 
1.50 
2.01 
2.12 
1.99 
2.03 
1.61 
1.89 
2.32 
1.61 



0.21 
0.18 



0.03 
0.00 
0.02 
0.04 
0.08 
0.08 
0.08 
0.08 
0.09 
0.21 
0.23 
0.18 
0.17 
0.29 
0.13 



65 
67 
87 
.64 
.72 
.47 
1.55 
1.87 
2.30 
2.75 
3.54 
2.75 
2.54 
1.33 
2.17 
2.33 
1.89 
0.06 
0.04 
0.10 
0.04 
0.14 
0.07 
0.08 
0.14 
0.11 
0.08 
0.09 
0.12 
0.15 
0.09 
0.09 
0.22 
0.18 
0.02 
0.01 
0.03 
0.03 
0.08 
0.08 
0.09 



08 
08 
24 
23 
18 
.16 
.2b 
.14 



697 



assign 
assign 
assign 
assign 
5 assign 
assign 
assign 
assign 
assign 
10 assign 
assign 
assign 
assign 
assign 
15 assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
30 assign 
assign 
assign 
assign 
assign 
35 assign 
assign 
assign 
assign 
assign 
40 assign 
assign 
assign 
assign 
assign 
45 assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
75 assign 
assign 
assign 
assign 
assign 
80 assign 
assign 
assign 
assign 



(segid 3A4 and res id 
(segid 3A4 and resid 
{segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 



8 and name O ) 
B and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name O ) 
8 and name 0 ) 
8 and name 0 ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C ) 
94 and name C > 
94 and name C ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA > 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA > 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
I segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(begid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
I segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



11 and name CA J 3.84 
11 and name CB ) 3.63 
11 and name N ) 3.45 

11 and name O ) 5.03 

12 and name C } 5.37 
12 and name CA ) 4.11 
12 and name CB ) 3.95 
12 and name M ) 3.21 

12 and name O ) 6.45 

13 and name CA ) 6.86 
13 and name CB ) 7.12 
13 and name N ) 5.49 

8 and name CB ) 3.24 

9 and name C ) 3.13 
9 and name CA ) 2.80 
9 and name CB ) 4.24 
9 and name N ) 2.25 
9 and name O ) 3.60 

94 and name CB ) 2.48 
94 and name CG ) 3.85 

94 and name O ) 1.23 

95 and name C ) 3-05 
95 and name CA ) 2.44 
95 and name CB ) 3.70 
95 and name N ) 1.31 

95 and name O ) 3.90 

96 and name C ) 4.59 
96 and name CA J 4.52 
96 and name CB ) 5.23 
96 and name N ) 3.34 

96 and name O ) 5.70 

97 and name C ) 4.88 
97 and name CA ) 4.52 
97 and name CB ) 4.32 
97 and name N ) 3.82 

97 and name 0 ) 6.06 

98 and name C ) 6.27 
98 and name CA ) 5.15 
98 and name CB ) 4.86 
98 and name N ) 4.21 

98 and name O ) 7.37 

99 and name N ) 6.23 
100 and name CA ) 10.08 

100 and name CB ) 9.66 

101 and name CA ) 10.73 

101 and name CB ) 10.00 

102 and name CA ) 12.35 

103 and name CA ) 14.43 

103 and name CB ) 14.15 

104 and name CA J 15.52 

104 and name CB ) 14.83 

105 and name CA ) 16.56 

105 and name CB } 15.82 

106 and name CA ) 18.43 

106 and name CB ) 18.00 

107 and name CB ) 19.60 

126 and name CA ) 18.62 

127 and name CA ) 18.50 

128 and name CA ) 16.18 

128 and name CB ) 16.63 

129 and name CA ) 13.71 

129 and name CB ) 14.09 

130 and name CA ) 13.38 

130 and name CB ) 14.47 

131 and name CA ) 13.85 

131 and name CB ) 14.97 

132 and name CA ) 11.61 

132 and name CB ) 11.69 

133 and name CA ) 9.56 

133 and name CB ) 9.64 

134 and name CA ) 11.12 

135 and name CA ) 11.55 

135 and name CB ) 12.08 

136 and name CA ) 9.00 

136 and name CB ) 8.17 

137 and name CA ) 9.13 

138 and name CA ) 12.24 

138 and name CB ) 13.24 

139 and name CA ) 12.56 

140 and name CA ) 15.02 

140 and name CB ) 15.55 

141 and name CA ) 16.21 
141 and name CB ) 17.01 



0.13 
0.15 
0.15 
0.10 
0.31 
0.26 
0.39 
0.24 
0.29 
0.38 
0.39 
0.37 
0.05 
0.16 
0.02 
0.07 
0.01 
0.26 
0.03 
0.02 
0.01 
0.07 
0.02 
0.05 
0.01 
0.10 
0.10 
0.12 
0.11 
0.12 
0.10 
0.12 
0.14 
0.22 
0.14 
0.10 
0.33 
0.22 
0.35 
0.19 
0.23 
0.51 
0.15 
0.18 
0.40 
0.54 
0.10 
0.06 
0.09 
0.34 
0.48 
0.39 
0.39 
0.13 
0.14 
0.17 
0.34 
0.88 
1.30 
1.49 
0.69 
0.50 
0.63 
0.80 
0.92 
1.28 
1.65 
1.84 
0.50 
0.88 
0.43 
1.65 
2.21 
1.68 
1.68 
0.69 
0.53 
0.52 
1 .31 
1.18 
0.79 
1.60 
2.15 



0.14 
0.15 
0.16 
0.09 
0.31 
0.25 
0.39 
0.24 
0.28 
0.38 
0.39 
0.37 
0.05 
0.17 
0.03 
0.08 
0.01 
0.26 
0.03 
0.02 
0.01 
0.07 
0.01 
0.05 
0.02 
0.10 
0.11 
0.12 
0.12 
0.12 
0.10 
0.11 
0.14 
0.21 
0.14 
0.10 
0.32 
0.21 
0.35 
0.19 
0.23 
0.51 
0.15 
0.18 
0.40 
0.54 
0.10 
0.06 
0.09 
0.35 
0.48 
0.40 
0.39 
0.13 
0.13 
0.17 
0.33 
0.88 
1.31 
1.48 
0.69 
0.49 
0.64 
0.79 
0.93 
1.29 
1.65 
1.83 
0.50 



88 
43 
65 
21 
.68 
.68 
.70 
.53 
.52 
.31 
1.17 
0.78 
1.60 
2.15 
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assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 



(segid 3A4 and resid 219 and name CA ) * 0 '** 
(segid 3A4 and resid 219 and name CB ) U.OB 
(segid 3A4 and resid 220 and name CA ) 11 .49 
(segid 3A4 and resid 220 and name CB ) ^'J* 
(segid 3A4 and resid 221 and name CA ) l 4 -*° 
(segid 3A4 and resid 221 and name CB ) 15.36 
(segid 3A4 and resid 222 and name CA ) 15.55 
(segid 3A4 and resid 222 and name CB ) 
(segid 3A4 and resid 223 and name CA ) 
(segid 3A4 and resid 223 and name CB > 
(segid 3A4 and resid 224 and name CA ) 



94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA > 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
94 and name CA ) 
91 and name CA ) 
94 and name CA ) 



14.99 
14.76 
13.55 
17.00 
16.91 
17.44 
17.77 
15.38 
14.46 
16.19 
17.04 
14.87 
16.22 
15.93 
14.53 
18.11 
18.53 
18.81 
17.86 
17.93 
17.46 
18.58 



13.29 
14.40 
10.41 
8.19 
7.95 
11.41 
12.69 



9.30 
7.91 
9.95 
10.04 



(segid 3A4 and resid 224 and name CB 
(segid 3A4 and resid 248 and name CA 
(segid 3A4 and resid 248 and name CB 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 255 and name CA 
(segid 3A4 and resid 256 and name CA 
(segid 3A4 and resid 259 and name CA 
(segid 3A4 and resid 259 and name CB 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
ana name ^ , (segid 3A4 and resid 263 and name CA ) 
94 and name CA ) (segid 3A4 and resid 263 and name CB 
94 and name CA ) (segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 384 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 17.28 
(segid 3A4 and resid 391 and name CB ) 16.95 
(segid 3A4 and resid 39? and name CA ) 14.66 
(segid 3A4 and resid 392 and name CB ) 14.85 
(segid 3A4 and resid 393 and name CA ) 12.06 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB > 
(segid 3A4 and resid 398 and name CA ) 12.23 
(segid 3A4 and resid 398 and name CB ) 12.71 
(segid 3A4 and resid 399 and name CA ) 
(aegid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 13.53 
(segid 3A4 and resid 402 and name CA ) 13.62 
(segid 3A4 and resid 402 and name CB ) 13.19 
(segid 3A4 and resid 403 and name CA ) 11.94 
(segid 3A4 and resid 403 and name CB ) 10.53 
(segid 3A4 and resid 4 04 and name CA ) 14.19 
(segid 3A4 and resid 404 and name CB ) 14.33 
(segid 3A4 and resid 405 and name CA ) 17.15 
(segid 3A4 and resid 405 and name CB ) 17.55 
(segid 3A4 and resid 406 and name CA J 16.94 
(segid 3A4 and resid 407 and name CA > 16.84 
(segid 3A4 and resid 407 and name CB ) 15.71 
(segid 3A4 and resid 94 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
™. , (segid 3A4 and resid 
94 and name CA ) (segid 3A4 and xesid 
94 and name CA ) (segid 3A4 and resid 
94 and name CA J (segid 3A4 and resid 
94 and name CA ) (segid 3A4 and resid 
94 and name CA ) (segid 3A4 and resid 
94 and name CA ) (segid 3A« and resid 
94 and name CA ) (segid 3A4 and tesid 
94 and name CA ) (segid 3A4 and 
94 and name CA ) (segid 3A4 and resid 
94 and name CA ) (segid 3A4 and resid 



94 and name CB ) 
94 and name CG ) 

94 and name O ) 

95 and name C ) 
95 and name CA ) 
95 and name CB ) 
95 and name S ) 

95 and name O ) 

96 and name C ) 
96 and name CA ) 



96 and name CB 
96 and name N 

96 and name O 

97 and name C 
97 and name CA 
97 and name CB 
97 and name N 

97 and name O 

98 and name CA ) 
93 and name CB ) 

98 and name N ) 

99 and name CA } 
99 and name CB ) 



1.44 
1.48 
1.16 
1.14 
1.21 
1.21 
1.35 
1.37 
1.22 
1.16 
1.29 
1.31 
1.14 
1.11 
0.99 
1.03 
0.82 
0.81 
1.45 
0.99 
0.68 
0.69 
0.53 
0.82 
0.35 
0.29 
0.98 
0.75 
1.07 
1.25 
1.23 
1.33 
1.33 
1.24 
1.24 
1.32 
1.30 
0.95 
1.07 
0.73 
0.83 
0.67 
0.84 
0.39 
0.45 
0.29 
0-36 
0.23 
0.34 
0.41 
0.55 
0.59 
0.58 
0.57 
0.49 
0.40 
0.69 
0.81 
0.85 
0.01 
0.01 
0.04 
0.02 
0.09 
0.02 
0.06 
0.02 
0.10 
0.18 
0.19 
0.23 
0.18 
0.17 
0.13 
0.18 
0.26 
0.19 
0.12 
0.26 
0.44 
0.22 
0.50 
0.64 



1.45 
1.48 
1.16 
1.15 
1.22 
1.21 
1.34 
1.38 
1.21 
1.16 
1.28 
1.31 
1.14 
1.12 
1.00 
1.03 
0.82 
0.81 
1.46 
0.99 
0.69 
0.69 
0.54 
0.83 
0.34 
0.28 
0.98 
0.76 
1.07 
1.24 
1.22 
1.33 
1.33* 
1.24 



1.53 
1.53 
2.56 
2.38 
4.50 
3.82 
4.88 
2.45 
5.39 
5.68 
5.64 
6.06 
4.55 
6.8L 
5.83 
5.28 
4.67 
4.74 
6.96 
6.32 
6.07 
5.34 
8.94 
9.04 



24 
32 
30 
94 
.08 
.73 
.83 
.66 
.84 
.38 
0.45 
0.30 
0.35 
0.23 
0.34 
0.40 
0.55 
0.60 
0.57 
0.56 
0.49 
0.39 
0.70 
0.80 
0.85 
0-01 
0.01 
0.05 
0.03 
0.08 
0.03 
0.05 
0.02 
0.11 
0.18 
0.20 
0.23 
0.17 
0.16 
0.14 
0.18 
0.25 
0.19 
0.13 
0.25 
0.44 
0.21 
0.49 
0.63 
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94 
94 



assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
35 assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
ocs ^ H .. tsegid 3A4 and resid 
assign (segid 3A4 and re&id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



and name CB ) 
and name CB > 
94 and name CB ) 
94 and name CB ) 
94 and name CB } 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 



55 



60 



65 



70 



75 



80 



94 and name CB ) (segxd 3A4 and resxd 100 and name CA 
94 and name CB ) (segxd 3A4 and resxd 100 and name CB 
94 and name CB ) (segxd 3A4 and resxd 101 and name CA ) 
94 and name CB ) (segid 3A4 and resxd 101 and name CB ) 
94 and name CB (segxd 3A4 and resxd 102 and name CA 
94 and name CB (segxd 3A4 and resxd 103 and name CA 
94 and name CB {segxd 3A4 and resxd 103 and name CB 
M anS name CB ) (segxd 3A4 and resxd 104 and name CA 
(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 105 and name CA } 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 121 and name CA ) 
(segid 3A4 and resid 12B and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
94 ana name u. i (segid 3A4 and resid 129 and name CA j 
94 and name CB ) (segid 3A4 and resid 129 and name CB 
94 and name CB ) (segid 3A4 and xesid 130 and name CA 
94 and name CB ) (segid 3A4 and resid 130 and name CB 
94 and name CB ) (segid 3A4 and resid 131 and name CA 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
I segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA ) 
(segid 3A4 and resid 135 and name CB > 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segxd 3A4 and resid 137 and name CA ) 
(segid 3A4 end resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 205 and name CB ) 
94 »ncs name us i (segid 3A4 and resid 219 and name CA 
94 and name CB ) (segid 3A4 and resid 219 and name CB 
94 and name CB > (segid 3A4 and resid 220 and name CA 
94 and name CB ) (segid 3A4 and resid 220 and name CB 
94 and name CB ) (se^xd 3A4 and resid 221 and name CA 
94 and name CB ) (segid 3A4 and resid 221 and name CB 
94 and name CB (segid 3A4 and resid 222 and name CA 
\\ and name CB ! (segxd 3A4 and resid 222 and name CB 
94 and name CB ) (segxd 3A4 and resid 223 and name CA 
94 and name CB ) (segid 3A4 and resid 223 and name CB 
94 and name CB ) (segid 3A4 and resid 224 and name CA 
94 and name CB ) (segid 3A4 and resid 224 and name CB 
94 and name CB ) (segxd 3A4 and resid 247 and name CA 
94 and name CB ) (segid 3A4 and resxd 247 and name CB 



94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 



assign 
assxgn 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and resid 248 and name CA ) 
(segid 3A4 and resid 248 and name CB 
(segxd 3A4 and resid 249 and name CA ) 
(segid 3A4 and resid 250 and name CA 
(segxd 3A4 and resxd 250 and name CB ) 
(segxd 3A4 and resxd 251 and name CA 
(segxd 3A4 and resxd 251 and name CB ) 
(segid 3A4 and resid 252 and name CA 
(segid 3A4 and resid 252 and name CB ) 
(segid 3A4 and resid 253 and name CA ) 
and resid 254 and name CA ) 
and resid 255 and name CA ) 
and resid 2S6 and name CA ) 
and resid 257 and name CA ) 
and resid 258 and name CA ) 
<segxu ,,v and resid 258 and name CB ) 
segid 3A4 and resid 259 and name CA 
segid 3A4 and resid 259 and name CB 
segid 3A4 and resxd 260 and name CA > 
segid 3A4 and resid 260 and name CB 
segid 3A4 and resid 262 and name CA 
94 ana name CB , (segid 3A4 and resxd 262 and name CB 
94 and name CB ) (segid 3A4 and resid 263 and name CA 
94 and name CB ) (segid 3A4 and resid 263 and name CB 
94 and name CB ) (segid 3A4 and resid 306 and name CA 
94 and name CB ) (segid 3A4 and resid 309 and name CA 
94 and naSe CB (se^id 3A4 and resid 309 and name CB 

9 94 and nTe 5 ) IS* £2 £ SSS 384 and name CB ) 



94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB } 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB } 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB > 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB } 



(segxd 3A4 
(segxd 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



10.77 
10.43 
10.94 
10.04 
12.49 
14.90 
14.76 
15.87 
15.15 
16.60 
15.76 
18.60 
18.23 
17.95 
17.87 
15.69 
16.20 
13.12 
13.48 
12.62 
13.66 
13.23 
14.41 
11.12 
11.24 
8.86 
8.86 
10.38 
11.12 
11.73 
8.63 
7.75 
8.54 
11.75 
12.68 
12.42 
14.80 
15.24 
16.14 
18.62 
10.29 
10.92 
10.92 
10.51 
14.34 
14.87 
15.31 
14.89 
14.40 
13.15 
16.39 
16.22 
18.10 
17.66 
16.46 
16.88 
18.73 
17.91 
18.23 
14.17 
13.30 
15.10 
16.01 
17.83 
16.50 
13.63 
15.11 
18.22 
17.42 
16.95 
14.64 
13.45 
17.17 
17.75 
18.66 
17.50 
18.02 
17.11 
17.44 
18.20 
16.74 
18.43 
17.27 



0.25 
0.23 
0.37 
0.51 
0.29 
0.28 
0.31 
0.30 
0.41 
0.31 
0.31 
0.29 
0.38 
0.41 
0.78 
1.29 
1.50 
0.85 
0.66 
0.79 
0.95 
0.86 
1.12 
1.72 
1.97 
0.87 
1.05 
0.72 
1.50 
1.98 
1.85 
2.01 
0.97 
0.67 
0.60 
1.29 
1.11 
0.78 
1.59 
0.81 
1.44 
1.47 
0.97 
0.89 
1.00 
1.01 
1.20 
1.27 
1.05 
0.99 
1.03 
1.04 
1.10 
1.15 
0.96 
0.96 
0.79 
0.B2 
0.84 
0.76 
0.B3 
0.53 
0.56 
0.57 
0.97 
1.26 
0.70 
0.74 
0.81 
0.90 
0.55 
0.54 
0.46 
0.60 
0.66 
0.78 
0.25 
0.18 
1.07 
0.82 
0.83 
1.18 
1.16 



0.26 
0.23 
0.37 
0.50 
0.29 
0.28 
0.32 
0.29 
0.40 
0.31 
0.30 
0.29 
0.38 
0.40 
0.78 
1.30 
1.51 
0.86 
0.66 
0.78 
0.94 
0.86 
1.12 
1.73 
1.98 
0.87 
1.05 
0.72 
1.49 
1.99 
1.85 
2.02 
0.97 
0.68 
0.60 
1.30 
1.11 
0.78 
1.59 
0.82 
1.45 
1.46 
0.97 
0.88 
1.01 
1.01 
1.21 
1.27 
1.06 
1.00 
1.03 
1.04 
1.11 
1.14 
0.96 
0.96 
0.80 
0.82 
0-84 
0.76 
0.82 
0.53 
0.57 
0.58 
0.97 
1.27 
0.71 
0.75 
0.81 
0.90 
0.56 
0.54 
0.45 
0.60 
0.65 
0.78 
0.24 
0.18 
1.07 
0.81 
0.83 
1.19 
1.16 



700 



assign (segid 3A4 and resid 
assign (segid 3A4 and resld 
assign (sag id 3A4 and re3id 
assign (segid 3A4 and resld 
5 assign (segid 3A4 and res id 
assign Uetfid 3A4 and resid 
assign {segid 3A4 and tesid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid* 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res ad 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (sag id 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



04 and name CB ) 
94 and name CD ) 
94 and name CB J 
94 and name CB ) 
94 and name CB ) 



(segid 3A4 and resid 391 and name CA ) 1 5 -|[9 

(segid 3A4 and resid 391 and name CB ) 15.57 

Negxd 3A4 and resid 392 and name CA ) l 3 - 3 * 

(segid 3A4 and resid 392 and name CB ) 13.52 

(segid 3A4 and resid 393 and name CA ) 10.61 



1.28 
1.21 



94 and name CB j segio o»*w - — — : 

94 and name CB segid 3M "»» id 394 8nd narae % JV« 



94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and narae CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 



13.12 
9.26 
6.97 
6.67 
10.24 
11.46 



94 and name CB ) (segid 3A4 and resid 394 and name CB 
94 and name CB ) (segid 3A4 and resid 395 and name CA 
94 and name CB , (segid 3A4 and resid 396 and name CA 
94 and name CB ) (segid 3A4 and resid 396 and name CB 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and narae CB ) 
(segid 3A4 and resid 398 and name CA ) 11.29 
(segid 3A4 and resid 398 and name CB ) 11.77 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and narae CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 12.84 
(segid 3A4 and resid 402 and name CA ) 13.22 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB > 
(segid 3A4 and resid 405 and name CA ) 16.88 
(segid 3A4 and resid 405 and name CB ) 17.18 
(segid 3A4 and resid 406 and name CA ) 16.93 
(segid 3A4 and resid 407 and name CA ) 16.99 



8.66 
7.29 
9.29 
9.24 



12.79 
11.83 
10.46 
13.95 
13.97 



94 and name CB 
94 and name CB 
94 and name CB 
94 and name CB 
94 and name CB 
94 and name CB 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB } 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CB ) 
94 and name CG ) 
94 and name CG ) 
94 and name CG ) 
94 and name CG ) 
94 and name CG ) 
94 and name CG ) 
94 and name CG ) 
94 and name CG ) 
94 and name CG 
94 and name N 
94 and name N 
94 and narae N 
94 and name N 
94 and name N 
94 and name N 
94 and narae N 
94 and name H 
94 and name N 
94 and name N 
94 and narae N 
94 and name H 
94 and name N 
94 and narae N 
94 and namo N 
94 and name N 
94 and name N 
94 and name N 
94 and name N 
94 and name N 
94 and name O 
94 and name 0 
94 and name 0 
94 and name O 



(segid 3A4 and resid 407 and name CB 
(segid 3A4 and resid 94 and name CG 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
t segid 3A4 and resid 
(segid 3A4 and resid 
I segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
> (segid 3A4 and resid 
j (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid ~ 
) (selid 3A4 and resid 100 and name CB 

(segid 3A4 and resid 100 and name H 
) (segid 3A4 and rosid 94 and name CB 
segid 3A4 and rosid 94 and name CG > 



95 and name C 
95 and name CA 
95 and name CB 
95 and name N 

95 and name O 

96 and name C 
96 and name CA 
96 and namo CB 

96 and name N 

97 and name C 
97 and name CA 
97 and name CB 
97 and name N 

97 and name 0 

98 and name CA ) 
98 and narae CB ) 

98 and name N ) 

99 and narae CA ) 
99 and narae CB ) 
95 and narae C ) 
95 and name CA ) 
95 and name CB ) 
95 and name N ) 

95 and name O ) 

96 and narae N ) 

97 and name CA ) 
97 and narae CB ) 
97 and name N ) 
94 and name C ) 
94 and name CA ) 
94 and name CB ) 
94 and name CG ) 

94 and name 0 ) 

95 and name C ) 
95 and name CA ) 
95 and name 
95 and name 

95 and name 

96 and name 
96 and name CA ) 
96 and name CB ) 

96 and name N ) 

97 and name C ) 
97 and name CA ) 
97 and name CB ) 

97 and name N ) 

98 and name CA ) 
98 and name H ) 



15.90 
1.51 
5.45 
4.59 
5.62 
3.34 
6.19 
6.79 
6.88 
7.43 
5.75 
6.38 
6.08 
5.31 



CB ) 
M ) 
O ) 
C ) 



1.28 
1.27 
1.34 
1.30 
1.23 
1.33 
1.45 
1.47 
0.93 
1.00 
0.71 
0.82 
0.15 
0.96 
0.42 
0.45 
0.39 
0.47 
0.29 
0.36 
0.43 
0.54 
0.62 
0.58 
0.56 
0.46 
0.37 
0.62 
0.76 
0.82 
0.01 
0.04 
0.05 
0.14 
0.08 
0.11 
0.09 
0.12 
0.17 
0.13 
0.26 
0.15 
0.13 
0.10 
0.23 
0.50 
0.71 
0.42 
0.63 
0.75 
0.06 
0.07 
0.17 
0.10 
0.11 
0.18 
0.19 
0.17 
0.16 
0.04 
0.01 
0.03 
0.10 
0.05 
0.21 
0.05 
0.05 
0.05 
0.18 
0.43 
0.45 
0.54 
0.37 
0.24 
0.37 
0.41 
0.41 
0.18 
0.17 
0.17 
0.27 
0.14 
0.12 



5.79 
7.42 
6.50 
6.08 
5.75 
9.54 
9.82 
6.86 
6.04 
7.00 
4.72 
7.63 
7.03 
7.02 
6.00 
6.86 
2.47 
1.45 
2.45 
3.04 
3.57 
4.99 
4.19 
4.87 
2.76 
6.05 
6.34 
6.01 
6.18 
4.85 
7.01 
6.32 
5.80 
5.58 
7.52 
6.52 
7.71 
6.93 
3.06 
4.39 



1.35 
1.30 
1.23 
1.33 
1.44 
1.46 
0.92 
0.99 
0.70 
0.82 
0.75 
0.97 
0.41 
0.45 
0.38 
0.46 
0.29 
0.35 
0.44 
0.54 
0.63 
0.58 
0.56 
0.46 
0.37 
0.62 
0-77 
0.82 
0.01 
0.05 
0.06 
0.15 
0.09 
0.12 
0.09 
0.12 
0.17 
0.14 
0.26 
0.14 
0.12 
0.10 
0.22 
0.49 
0.71 
0.43 
0.64 
0.75 
0.07 
0.07 
0.17 
0.11 
0.11 
0.18 
0.18 
0.18 
0.15 
0.04 
0.00 
0.02 
0.11 
0.06 
0.20 
0.06 
0.06 
0.06 
0.19 
0.43 
0.45 
0.54 
0.37 
0.24 
0.38 
0.42 
0.41 
0.18 
0.18 
0.17 
0.28 
0.13 
0.13 
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assign (segid 3A4 and res id 94 and name O 
assign I segad 3A4 and resid 94 and name O 
assign I segid 3A4 and resid 94 and name O 
assign (segid 3A4 and res id 94 and name O 
5 assign (segid 3A4 and res id 94 and name O 
assign (segid 3A4 and res id 94 and name O 
assign (segid 3A4 and res id 94 and name O 
assign (segid 3A4 and res id 94 and name C* 
assign (segid 3A4 and res id 94 and name O 
10 assign (segid 3A4 and res id 94 and name O 
assign (segid 3A4 and resid 94 and name 0 
assign (segid 3A4 and resid 94 and name O 
assxgn (segid 3A4 and resid 94 and name O 
assign (segid 3A4 and resid 94 and name O 
15 assign j segid 3A4 and resid 94 and name O 
assign (segid 3A4 and resid 94 and name O 
assign (segid 3A4 and resid 94 and name O 
assign (segid 3A4 and resid 94 and name O 
assign (segid 3A4 and resid 94 and name O 
20 assign (segid 3A4 and resid 94 and name O 
assign (segid 3A4 and resid 94 and name O 
assign (segid 3A4 and resid 94 and name O 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
25 assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
30 assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
35 assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
40 assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name C 
assign (segid 3A4 and resid 95 and name CA 
45 assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
50 assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
55 assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 arid resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
60 assign .(segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
65 assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
70 assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
75 assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and res id 95 and name CA 
80 assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 
assign (segid 3A4 and resid 95 and name CA 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and -resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A 4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(aegid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



95 and name C 
95 and name CA 
95 and name cb 
95 and name n 

95 and name O 

96 and name C 
96 and name CA 
96 and name CB 
96 and name N 

96 and name O 

97 and name C 
97 and name CA 
97 and name CB 
97 and name N 

97 and name O 

98 and name C 
98 and name CA 
98 and name CB 
98 and name N 

98 and name O 

99 and name CA 
99 and name N 

100 and name N 
95 and name CB 

95 and name O 

96 and name C 
96 and name CA 
96 and name CB 
96 and name N 

96 and name O 

97 and name C 
97 and name CA 
97 and name CB 
97 and name N 

97 and name O 

98 and name C 
98 and name CA 
98 and name CB 
98 and name N 

98 and name O 

99 and name CA 
99 and name CB 
99 and name N 

100 and name CA 

100 and name CB 

101 and name CA 

101 and name CB 

102 and name CA 

103 and name CA 

103 and name CB 

104 and name CA 

104 and name CB 

105 and name CA 

105 and name CB 

106 and name CA 

106 and name CB 

107 and name CA 

107 and name CB 

108 and name CB 

128 and name CA 

129 and name CA 

129 and name CB 

130 and name CA 

130 and name CB 

131 and name CA 

131 and name CB 

132 and name CA 

132 and name CB 

133 and name CA 

133 and name CB 

134 and name CA 

135 and name CA 

135 and name CB 

136 and name CA 

136 and name CB 

137 and name CA 

138 and name CA 

138 and name CB 

139 and name CA 

140 and name CA 
140 and name CB 
219 and name CA 
2 19 and name CB 
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2.77 



.24 
.22 
.44 
.97 
.26 
.17 
3.34 
4.96 
3.71 
3.53 
3.40 
3.06 
4.87 
5.20 
4.04 
3.96 



3.04 
6.27 
6.64 
5.27 
6.22 
2.48 
1.24 
3.01 
2.44 
3.69 

I. 33 
3.91 
4.47 
4.37 
5.15 
3.20 
5,57 
4.98 
4.54 
4.36 
3.76 
6.17 
5.35 
5.00 
4.36 
8.78 
8.83 

10.01 
9.61 
10.59 
12.48 
12.14 
14.39 
14.04 
15.38 
14.65 
16.57 
15.88 
18.44 
18.02 
19.56 
16.44 
13.93 
14.05 
14.30 
15.33 
15.16 
16.13 
12.90 
12.65 

II. 34 
11. io 
13.44 
13.97 
14.22 
11.77 
10.75 
12.35 
15.48 
16.39 
15.58 
17.65 
18.18 
13.98 
14.54 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
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65 



70 



75 



80 



{segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
I segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
I segid 
(segid 
(segid 
(segid 
(segid 
(segid 
[segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(beg id 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
(segid 
( segid 
(segid 
(segid 
(segid 
(segid 



3A4 and resid 
3A4 and lesid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and lesid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3a4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and rosid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and res id 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 
3A4 and resid 



95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 



95 and name CA 
95 and name CA 
95 and name CA 
95 and name CA 
95 and name CA 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA j 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CA ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 



(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4. 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
( segid 3A1 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and tesid 220 and name CA ) 
and resid 220 and name CB ) 
and resid 223 and name CB ) 
and resid 251 and name CA ) 
and resid 251 and name CB ) 
and resid 252 and name CA ) 
and resid 255 and name CA ) 
and resid 256 and name CA ) 
and resid 259 and name CA ) 
and resid 259 and name CB ) 
and lesid 260 and name CA ) 
and resid 262 and name CA ) 
and resid 262 and name CB ) 
and resid 263 and name CA ) 
and resid 263 and name CB ) 
and resid 303 and name CA ) 
and resid 305 and name CA ) 



and resid 305 and name CB 
and resid 306 and name CA 
and resid 309 and name CA 
and resid 309 and name CB 
and resid 391 and name CB 
and resid 392 and .name CA 
and resid 392 and name CB 
and resid 393 and name CA 
and resid 394 and name CA 
and resid 394 and name CB 
and resid 395 and name CA 
and resid 396 and name CA 
and resid 396 and name CB 
and resid 397 and name CA 
and resid 397 and name CB 
and resid 398 and name CA 
and resid 398 and name CB 
and resid 399 and name CA 
and resid 399 and name CB 
and resid 400 and name CA 
and resid 400 and name CB 
and resid 401 and name CA 
and resid 402 and name CA 
and resid 402 and name CB 
and resid 403 and name CA 
and resid 403 and name CB . 
and resid 404 and name CA ) 
and resid 404 and name CB ) 
and resid 405 and name CA ) 
and resid 405 and name CB ) 
and resid 406 and name CA ) 
and resid 407 and name CA ) 



and resid 407 and name CB 
and resid 95 and name C 
and resid 95 and name CB 
and resid 95 and name O 
and resid 96 and name C 
and resid 96 and name CA 
and resid 96 and name CB 
and resid 96 and name N 
and resid 96 and name O 
and resid 97 and name C 
and resid 97 and name CA 
and resid 97 and name CB 
and resid 97 and name N 
and resid 97 and name O 
and resid 98 and name C 
and resid 98 and name CA 
and resid 98 and name CB 
and resid 98 and name N 
and resid 98 and name O 
and resid 99 and name CA 
and resid 99 and name CB 
and resid 99 and name N 
and resid 100 and name CA 
and rosid 100 and name CB 
and resid 101 and name CA 
and resid 101 and name CB 
and rosid 102 and name CA > 
and resid 103 and name CA ) 
and resid 103 and name CB ) 
and resid 104 and name CA ) 
and resid 104 and name CB > 
and resid 105 and name CA ) 
and resid 105 and name CB ) 
and resid 106 and name CA ) 



15.09 
14.76 
17.08 
18.10 
17.35 
18.66 
16.64 
17.63 
16.25 
14.95 
18.25 
19.22 
18.14 
17.92 
17.03 
17.80 
16.71 
15.59 
15.65 
17.28 
15.78 
18.19 
16.59 
17.06 
13.76 
14.04 
15.06 
10.80 
9.02 
9.37 
11.65 
13.06 
11.42 
11.86 
7.93 
6.77 
8.95 
9.58 
12.14 
11.36 
10.85 
9.33 
8.01 
12.12 
12.61 
14.82 
15.28 
14.01 
14.01 
13.00 
1.52 

I. 52 
2.40 
4.40 
3.82 
4.84 
2.44 
5.37 
5.39 
5.34 
5. 78 
4.29 
6.52 
5.79 
5.09 
4.52 
4.47 
6.94 
6.48 
6.23 
5.39 
9.82 
9.94 

II. 25 
10.93 
11.51 
13.27 
12.88 
15.44 
15.19 
16.42 
15.69 
17.34 
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) 
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) 
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) 
) 
) 
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1.14 
1.11 
1.25 
0.72 
0.82 
0.61 
0.98 
0.59 
0.43 
0.49 
0.63 
0.28 
0.33 
0.49 
0.58 
1.15 
1.03 
1.13 
0.84 
0.67 
0.68 
0-82 
1.00 
1.01 
0.83 
0.85 
0.95 
1.00 
0.66 
0.81 
0.43 
0.45 
0.39 
0.56 
0.40 
0.46 
0.77 
0.75 
0.68 
0.74 
0.65 
1.12 
1.18 
1.18 
1.10 
1.13 
1.02 
1.28 
1.42 
1.48 
0.00 
0.03 
0.02 
0.05 
0.03 
0.03 
0.03 
0.12 
0.09 
0.10 
0.18 
0.11 
0.10 
0.36 
0.11 
0.15 
0.08 
0.31 
0.72 
0.91 
0.59 
0.49 
0.38 
0.16 
0.36 
0.39 
0.61 
0.69 
0.31 
0.23 
0.26 
0.28 
0.57 
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1.11 
1.25 
0.72 
0.82 
0.61 
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0.42 
0.49 
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0.28 
0.33 
0.49 
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1.15 
1.04 
1.13 
0.84 
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1.00 
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0.81 
0.43 
0.45 
0.39 
0.56 
0.40 
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0.77 
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0.69 
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1.01 
1.29 
1.43 
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0.12 
0.08 
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0.10 
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0.32 
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0.91 
0.60 
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0.39 
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0.36 
0.40 
0.60 
0.68 
0.32 
0.24 
0.25 
0.27 
0.58 
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assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 
assign (segid 3A4 Bnd resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
o™„„ (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 # and resid 
assign (segid 3A4* and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB > 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB ) 
95 and name CB 1 
95 and name CB ) 
95 and name N ) 
95 and name N ) 



(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA > 
(segid 3A4 and resid 130 and name CB > 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA > 
{segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 13B and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and re3id 220 and name CA ) 
(segid 3A4 and resid 220 and name CB ) 
(segid 3A4 and tesid 2S1 and name CB ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 



16.55 
15.19 
15.23 
15.58 
16.57 
16.55 
14.36 
14.09 
12.78 
12.58 
14.83 
15.41 
15.68 
13.19 
12.18 
13.65 
16.17 
17.70 
16.90 
15.03 
15.68 
16.08 
15.78 
18.42 
17.69 
18.80 
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(segid 3A4 and resid 259 and name CA ) 17.11 



(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 303 and name CA ) 
(segid 3A4 and resid 305 and name CA ) 
(segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA * 
(segid 3A4 and resid 309 and name CA 
(segid 3A4 and resid 309 and name CB 
(segid 3A4 and resid 391 and name CB 
(segid 3A4 and resid 392 and name CA 
(segid 3A4 and resid 39? and name CB 



(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB > 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and re3id 405 and name CB ) 
(segid 3A4 and resid 406 and name CA > 
(segid 3A4 and resid 407 and name CA ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 96 and name C i 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid ~ 
(segid 3A4 and resid 399 and name CB 
(segid 3A4 and resid 95 and name C ) 



96 and name CA ) 
96 and name CB ) 
96 and name N ) 

96 and name O ) 

97 and name C ) 

97 and name CA ) 
91 and name CB ) 
9*7 and name N ) 

98 and name C ) 
98 and name CA ) 
98 and name CB ) 

98 and name N ) 

99 and name CA ) 
99 and name CB ) 
99 and name N ) 



15.87 
18.74 
17.78 
17.03 
16.33 
15.22 
15.20 
17.23 
15.73 
18.57 
16.99 
17.54 
14.32 
14.31 
15.22 
10.89 
9.59 
10.11 
12.22 
13.61 
11.58 
11.86 
8.11 
6.99 
9.64 
10.42 
12.56 
11.37 
10.71 
9.55 
8.36 
12.64 
13.24 
15.06 
15.46 
13.97 
14.23 
13.32 
5.41 
4.48 
5.32 
3.14 
6.32 
6.78 
6.70 
7.22 
5.54 
6.89 
6.37 
5.65 
5.86 
7.23 
6.73 
6.35 
7.06 
2.50 



0.71 
1.05 
1.02 
1.05 
1.24 
1.11 
1.80 
2.03 
0.74 
1.29 
0.49 
1.69 
2.35 
1.47 
1.42 
0.79 
0.50 
0.46 
1.40 
1.41 
1.45 
1.18 
1.12 
0.73 
0.88 
0.49 
0.45 
0.53 
0.29 
0.71 
1.24 
1.21 
1.29 
0.96 
0.86 
0.87 
0.79 
1.01 
1.04 
0.77 
0.81 
0.93 
0.92 
0.58 
0.73 
0.43 
0.43 
0.46 
0.56 
0.58 
0.58 
0.93 
0.87 
0.87 
0.99 
0.91 
1.37 
1.41 
1.36 
1.25 
1.37 
1.25 
1.56 
1.67 
1.71 
0.07 
0.06 
0.04 
0.05 
0-13 
0.08 
0.10 
0.19 
0.11 
0.36 
0.08 
0.11 
0.06 
0.80 
1.01 
0.61 
0.37 
0.06 



0.72 
1.05 
1.03 
1.06 ' 
1.24 
1.12 
1.80 
2.03 
0.73 
1.30 
0.49 
1.68 
2.35 
1.47 
1.42 
0.79 
0.50 
0.45 
1.40 
1.41 
1.45 
1.18 
1.13 
0.73 
0.88 
0.50 
0.46 
0.53 
0.30 
0.72 
1.24 
1.21 
1.30 
0.95 
0.87 
0.87 
0.80 
1.01 
1.04 
0.78 
0.82 
0.93 
0.93 
0.58 
0.72 
0.44 
0.43 
0.45 
0.56 
0.58 
0.58 
0.92 
0.86 
0.88 
1.00 
0.91 
1.36 
1.40 
1.36 
1.25 
1.36 
1.24 
1.55 
1.66 
1.70 
0.06 
0.05 
0.05 
0.05 
0.13 
0.07 
0.10 
0.20 
0.11 
0.36 
0.07 
0.12 
0.07 
0.80 
1.02 
0.60 
0.38 
0.05 
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704 



assign (segxd 3A4 and resxd 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resxd 
assign tsegid 3A4 and resid 
5 assign (segxd 3A4 and resid 
assign (segxd 3A4 and tesid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segsd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
as3xgn (segxd 3A4 and resid 
65 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 



70 



75 



80 



assxgn 
assign 
assxgn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 and re3id 
(segid 3A4 and resid 



95 and name N ) 
95 and name N ) 
95 and name N ) 
95 and name N ) 
95 and name N ) 
95 and name K ) 
95 and name N ) 
95 and name N ) 
95 and name M ) 
95 and name N ) 
95 and name N ) 
95 and name H ) 
95 and name N ) 
95 and name N ) 
95 and name N ) 
95 and name N ) 
95 and name N ) 
95 and name N ) 
95 and name 0 ) 
95 and name O ) 
95 and name 0 ) 
95 and name 0 ) 
95 and name 0 ) 
95 and name O ) 
95 and name O ) 
95 and name O ) 
95 and name O ) 
95 and name O ) 
95 and name O ) 
95 and name O > 
95 and name O ) 
95 and name O ) 
95 and name O > 
95 and name O ) 
95 and name O ) 
95 and name O ) 
95 and name O ) 
95 and name O ) 
95 and name O ) 

95 and name 0 ) 

96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C ) 
96 and name C J 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 



(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd JA4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
{segid 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and tesxd 100 and name 
(segxd 3A4 and resxd 101 and name 



95 and name CA ) 
95 and name CB ) 

95 and name O ) 

96 and name C ) 
96 and name CA ) 
96 and name CB > 
96 and name N ) 

96 and name O ) 

97 and name C ) 
97 and name CA ) 
97 and name CB > 
97 and name N ) 

97 and name 0 ) 

98 and name C ) 
98 and name CA ) 
98 and name CB ) 

98 and name N ) 

99 and name N ) 
N ) 
N ) 



0.02 
0.06 
0.05 
0.10 



12 
0.12 
0.12 
0.09 
0.10 
0.12 
0.19 
0.14 
10 



95 and name CB ) 

96 and name C ) 
96 and name CA ) 
96 and name CB ) 
96 and name N ) 

96 and name O ) 

97 and name C ) 
97 and name CA ) 
97 and name CB ) 
97 and name N ) 

97 and name O ) 

98 and name C ) 
98 and name CA ) 
98 and name CB ) 
98 and name N ) 

98 and name O ) 

99 and name C ) 
99 and name CA ) 
99 and name CB ) 
99 and name N ) 

100 and name C ) 



(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and res id 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resxd 
(segid 3A4 and resxd 
(segxd 3A4 and resxd 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 

(segid 3A4 and resid 100 and name CA > 
(segxd 3A4 and resid 100 and name CB > 
(segid 3A4 and resid 100 and name N ) 
(segid 3A4 and resid 101 and name N > 
(segxd 3A4 and resid 96 and name CB ) 
(segid 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resid 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd 
(segxd 3A4 and resxd _ 
(segxd 3A4 and resxd 100 and name N 
(segxd 3A4 and resxd 101 and name CA ) 
(segxd 3A4 and resxd 101 and name CB ) 
(segxd 3A4 and re3xd 102 and name CA ) 
(segxd 3A4 and resxd 103 and name CA ) 
(segxd 3A4 and resxd 103 and name CB ) 
(segxd 3A4 and resid 104 and name CA ) 
(segxd 3A4 and resxd 104 and name CB ) 
(segxd 3A4 and resxd 105 and name CA J 
(segxd 3A4 and tesid 105 and name CB ) 
(segxd 3A4 and resxd 106 and name CA ) 
(segxd 3A4 and resxd 106 and name CB ) 
(segxd 3A4 and resid 107 and name CA 16.85 
(segxd 3A4 and tesid 107 and name CB 16.18 
(segid 3A4 and resid 108 and name CB ) 18.33 
(segid 3A4 and resid 128 and name CA ) 
(segxd 7A4 and resxd 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 



96 and name O 

97 and name C 
97 and name CA 
97 and name CB 
97 and name N 

97 and name O 

98 and name C 
98 and name CA ) 
98 and name CB ) 
98 and name N ) 

98 and name O ) 

99 and name C ) 
99 and name CA ) 
99 and name CB ) 
99 and name N ) 
99 and name 0 ) 

100 and name CA ) 
100 and name CB ) 



4.30 
5.03 
2.90 
5.88 
5.59 
5.29 
5.37 
4.33 
6.79 
6.56 
5.62 
5.14 
4.81 
6.33 
5.29 
7.13 
3.26 
2.98 
2.77 
4.24 
2.26 
3.54 
4.00 
4.27 
5.27 
3.34 
4.97 
3.94 
3.74 
3.6? 
3.21 
5.10 
5.31 
4.19 
3.93 
3.23 
6.41 
5.32 
4.95 
4.41 
6.33 
2.50 
1.24 
3.10 
2.44 
3.73 
1.34 
3.98 
4.72 
4.60 
5.34 
3.40 
5.77 
b.13 
4.79 
4.57 
4.04 
6.34 
6.52 
6.26 
5.52 
8.96 
9.04 
10.11 
10.92 
10.20 
12.70 
12.32 
14.56 
14.17 
15.67 
14.97 



0.35 
0.18 
0.28 
0.15 
0.56 
0.58 
0.28 
0.06 
0.11 
0.04 
0.04 
0.02 
0.20 
0.12 
0.13 
0.14 
0.16 
0.14 
0.37 
0.17 
0.23 
0.18 
0.36 
0.69 
0.76 
0.90 
0.60 
0.44 
0.52 
0.47 
0.54 
0.33 
0.02 
0.01 
0.08 
0.01 
0.04 
0.01 
0.16 
0.26 
0.09 
0.09 
0.08 
0.27 
0.54 
0.51 
0.58 
0.39 
0.55 
0.61 
0.55 
0.63 
0.27 
0.23 
0.45 
0.61 
0.66 
0.51 
0.50 
0.40 
0.40 
0.60 
0.66 
0.69 
0.69 
0.51 
1.72 
0.65 
0.94 
0.62 



16.60 
14.55 
14.85 
15.26 



0.01 
0.06 
0.05 
0.10 
0-12 
0.13 
0.11 
0.09 
0.10 
0.12 
0.20 
0.14 
0.09 
0.35 
0.18 
0.27 
0.14 
0.56 
0.59 
0.28 
0.06 
0.10 
0.04 
0.04 
O.01 
0.19 
0.13 
0.13 
0.14 
0.16 
0.13 
0.36 
0.18 
0.24 
0.19 
0.37 
0.68 
0.75 
0.89 
0.60 
0.45 
0.52 
0.47 
0.53 
0.33 
0.02 
0.00 
0.09 
0.02 
0.04 
0.01 
0.15 
0-26 
0.09 
0.09 
0.07 
0.27 
0.55 
0.52 
0.57 
0.38 
0.55 
0.61 
0.54 
0.63 
0.27 
0.22 
0.46 
0.61 
0.66 
0.51 
0.50 
0.40 
0.39 
0.59 
0.65 
0.68 
0.68 
0 
1 
0 
0 
0 
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assign {segid 3A4 and resid 
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assign (segid 3A4 and resid 
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assign (segid 3A4 and resid 
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assign (segid 3A4 and resid 
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20 assign (segid 3A4 and resid 
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assign (segid 3A4 and resid 
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assign (segid 3A4 and resid 
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30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign Isegid 3A4 and resid 
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assign (segid 3A4 and resid 
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40 assign (segid 3A4 and resid 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re3id 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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assign (segid 3A4 and lesid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and iesid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



50 



55 



60 



65 



70 



assign 
assign 
assign 
assign 
assign 
assign 



assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 

assign 



(segid 3A4 and resid 130 and name CD ) 
(segid 3A4 and resid 131 and name CA > 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
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(segid 3A4 and resid 133 and name CB | 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA ) 
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(segid 3A4 and resid 136 and name CA 
(segid 3A4 and resid 136 and name CB 
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(segid 3A4 and resid 138 and name CB 
(segid 3A4 and resid 139 and name CA 
(segid 3A4 and resid 140 and name CA 
segid 3A4 and resid 140 and name CB 
{segid 3A4 and resid 219 and name CA 
(segid 3A4 and resid 219 and name CB 
(segid 3A4 and resid 220 and name CA 
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(segid 3A4 and resid 396 and name CA ) 
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(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and namo CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB 
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(segid 3A4 and resid 400 and name CB ) 
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96 and name CA > (segid 3A4 and resid 402 and name CB 
96 and name CA J (segid 3A4 and resid 403 and name CA ) 
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(segid 3A4 
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96 and name CA ) 
96 and name CA > 
96 and name CA ) 
96 and name CA 1 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and namo CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
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(segid 3A4 
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96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA J 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 



96 and name CA ) 
96 and name CA ) 
96 and name CA > 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name ca ) 
96 and name CA J 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA 1 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CA ) 
96 and name CB J 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB > 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 



and resid 103 and name CB ) 
and resid 404 and name CA ) 
and resid 404 and name CB ) 
Is^qxq jiw and resid 405 and name CA ) 
(segid 3A4 and resid 406 and name CA 
(segid 3A4 and resid 407 and name CA J 
(segid 3A4 and resid 407 and name CB > 
» * . 96 and name C ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid ~ - ^ 
(segid 3A4 and resid 100 and name CA ) 
( segid 3A4 and resid 100 and name CB ) 
( segid 3A4 and resid 101 and name CA 
{segid 3A4 and resid 101 and name CB ) 
(segid 3A4 and resid 102 and name CA 
(segid 3A4 and resid 103 and name CA 
(segid 3A4 and resid 103 and name CB 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and rosid 129 and name CA ) 



96 and name CB ) 

96 and name O ) 

97 and name C > 
97 and name CA ) 
97 and name CB ) 

97 and name N ) 
9*7 and name O ) 

98 and name C ) 
96 and name CA ) 
98 and name CB ) 
98 and name N ) 

98 and name 0 ) 

99 and name C ) 
99 and name CA ) 
99 and name CB ) 
99 and name N ) 



16.41 
15.54 
16.32 
13.01 
12.73 
12.03 
12.20 
14.12 
13.90 
13.94 
11.74 
10.83 
12.90 
15.10 
16.67 
14.99 
16.93 
17.63 
14.08 
14.45 
15.97 
15. B6 
18.47 
17.13 
17.74 
18.53 
16.88 
17.53 
14.46 
12.29 
12.41 
14.72 
16.16 
14.75 
15.34 
11.16 
10.13 
11.36 
11.90 
14.55 
13.78 
13.51 
10.96 
9.62 
13.26 
13.88 
16.23 
15.12 
14.22 
13.03 
1.52 

I. 52 
2.39 
4.45 
3.81 
4.89 
2.45 
5.41 
5.65 
5.54 
5.94 
4.43 
6.77 
6.03 
5.44 
4.83 
4.80 
7.35 
6.84 

10.02 
10.13 

II. 41 
11.94 
11.09 
13.57 
13.13 
15.68 
15.37 
16.81 
16.12 
17.75 
16.98 
15.73 



0.66 
1.40 
1.96 
1.58 
1.55 
0.53 
1.20 
0.45 
2.03 
2.69 
1.17 
0.84 
0.93 
0.99 
0.95 
1.78 
1.81 
1.43 
1.74 
1.72 
1.74 
1.72 
0.43 
0.50 
1.30 
0.85 
1.09 
0.99 
1.12 
0.85 
1.04 
0.48 
0.52 
0.39 
0.56 
0.38 
0.51 
0.60 
0.56 
0.66 
0.78 
0.66 
1.15 
1.14 
1.28 
1.16 
1.30 
1.56 
1.77 
1.81 
0.02 
0.01 
0.01 
0.07 
0.02 
0.06 
0.02 
0.14 
0.28 
0.10 
0.15 
0.09 
0.31 
0.67 
0.66 
0.79 
0.46 
0.63 
0.58 
0.29 
0.22 
0.46 
0.62 
0.66 
0.54 
0.53 
0.42 
0.42 
0.60 
0.66 
0.71 
0.72 
0.73 
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1.96 
1.58 
1.55 
0.53 
1.21 
0.44 
2.04 
2.69 
1.18 
0.83 
0.94 
0.99 
0.95 
1.77 
1.81 
1.44 
1.74 
1.71 
1.75 
1.72 
0.44 
0.49 
1.29 
0.85 
1.09 
0.99 
1.12 
0.84 
1.03 
0.46 
0.52 
0.39 
0.56 
0.38 
0.52 
0.59 
0.55 
0.66 
0.77 
0.67 
1.16 
1.13 
1.28 
1.16 
1.31 
1.57 
1.78 
1.80 
0.02 
0.01 
0.01 
0.O7 
0.03 
0.06 
0.02 
0.13 
0.29 
0.10 
0.14 
0.10 
0.30 
0.67 
0.65 
0.80 
0.46 
0.63 
0.59 
0.28 
0.23 
0.46 
0.62 
0.67 
0.54 
0.53 
0.42 
0.42 
0.61 
0.66 
0.71 
0.72 
0.73 
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a „ Ay „ (segid 3A4 and resid 
assign (segid 3A4 and resid 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a ^„.. (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
o^ y » (segid 3A4 and resid 
assign (segid 3A4 and resid 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
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96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 



(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and ICS id 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA ) 
I segid 3A4 and resid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
isegid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and narao CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) 
(segid 3A4 and resid 220 and name CB 1 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
I segid 3A4 and resid 396 and name CB } 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
96 and name « » (segid 3A4 and resid 400 and name CA ) 
96 and name CB ) (segid 3A4 and xesid 400 and name CB > 
It and name CB ! (segid 3A4 and resid 401 and name CA 
96 and name CB ) (segid 3A4 and resid 402 and name CA 

(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB > 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 97 and name C ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 100 and name N 
(segid 3A4 and resid 96 and name C 
(segid 3A4 and resid 
(segid 3A4 and tesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and rosid 
(segid 3A4 and resid 
Oegid 3A4 and resid 

(segid 3A4 and ro*>id 100 and name C ) 
(segid 3A4 and rebid 100 and name CA ) 
(segid 3A4 and tesid 100 and name CB ) 
(segid 3A4 and resid 100 and name N ) 
(segid 3A4 and resid 101 and name H J 
(segid 3A4 and rosid 96 and name CB ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 
96 and name CB ) 



96 and name 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name H 
96 and name H 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name N 
96 and name O 
96 and name O 
96 and name O 
96 and name O 
96 and namo o 
96 and name 0 
96 and name O 
96 and name 0 
96 and name O 
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97 and name CA ) 
97 and name CB ) 
97 and name N ) 

97 and name O ) 

98 and name C ) 
98 and name CA ) 
98 and name CB ) 

98 and name N ) 

99 and name CA ) 
99 and name CB ) 
99 and name H ) 

) 
) 

96 and name CA ) 
96 and name CB ) 

96 and name 0 ) 

97 and name C ) 
97 and namo CA ) 
97 and name CB ) 
97 and name N ) 

97 and name O ) 

98 and name C ) 
98 and name CA ) 
98 and name CB ) 
98 ond name N ) 

98 and name O ) 

99 and name CA ) 
99 and name CB ) 
99 and name H ) 



97 and name C 
97 and name CA 
97 and name CB 



16.10 
16.33 
17.19 
16.42 
17.21 
13.86 
13.65 
12.85 
13.12 
14.74 
14.32 
14.41 
12.04 
11.22 
13.14 
15.79 
16.83 
14.89 
17.01 
13.79 
14.19 
15.88 
15.91 
18.39 
17.72 
15.41 
13.31 
13.35 
15.92 
17.34 
16.02 
16.56 
12.46 
11.37 
12.76 
13.25 
16.00 
15.21 
14.89 
12.42 
11.09 
14.72 
15.33 
14.34 
5-52 
4.54 
5.43 
3.22 
6.43 
7.07 
6.92 
7.37 
5.70 
6.77 
6.08 
6.22 
6.39 
2.46 
1.47 
2.43 
3.52 
4.70 
4.18 
4.97 
2.79 
5.62 
5.77 
5.38 
5.45 
4.34 
6.95 
5.93 
5.42 
5.06 
5.43 
4.23 
3.94 
3.37 
5.52 
3.25 
3.13 
2.77 
4.24 



0.83 
0.49 
0.52 
1.43 
1.99 
1.51 
1.44 
0.45 
1.10 
0.64 
2.16 
2.78 
1.23 
0.82 
1.09 
1.26 
1.23 
1.95 
1.96 
1.95 
1.91 
2.03 
2.01 
0.53 
1.28 
1.22 
0.93 
1.15 
0.55 
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97 and name CA 
97 and name CB 

97 and name O 

98 and name C 



11.7? 
10.23 
13.08 
13.21 
16.55 
17.29 
16.47 
15.37 
14.01 
17.68 
17.84 
5.35 
4.45 
5.41 
3.16 
6.13 
6.78 
6.75 
7.25 
5.58 
7.85 
6.61 
5.72 
5.21 
4.91 
7. 
6. 
2. 
1. 
2. 
3. 



98 and name CA ) 



98 and name CB 
98 and name N 

98 and name O 

99 and name c 
99 and name CA 
99 and name CB 
99 and name N 
99 and name O 



(segid 3A4 and resid 101 and name CB 
(segid 3A4 and resid 101 and name CG 
(segid 3A4 and resid 101 and name N 
(segid 3A4 and resid 101 and name O 
(segid 3A4 and resid 102 and name C 



\ bt!yiu cm iv* - 

(segid 3A4 and resid 102 and name CA ) 



98 and name C 
98 and name CA 
98 and name CB 
98 and name H 

98 and name O 

99 and name C 



(segid 3A4 and resid 102 and name N 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 97 and name CB 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 

(segid 3A4 and resid 99 and name CA ) 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 100 and name C 
(segid 3A4 and resid 100 and name CA 
(segid 3A4 and resid 100 and name CB 
(segid 3A4 and resid 100 and name N 
(segid 3A4 and resid 100 and name O 
(segid 3A4 and resid 101 and name C 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CB 
(segid 3A4 and resid 101 and name CG ) 



99 and name CB 
99 and name N 
99 and name O 



(segid 3A4 and resid 101 and name N 
(segid 3A4 and resid 101 and name O 
(segid 3A4 and resid 102 and name C 
(segid 3A4 and resid 102 and name CA 
(segid 3A4 and resid 102 and name N 
(segid 3A4 and resid 102 and name O 



(segid 3A4 and resid 103 and name CA ) 



45 
30 
46 
45 
.48 
.50 
4.73 
4.23 
5.00 
2.82 
5.78 
5.71 
5.42 
5-47 
4.39 
6.92 
3.88 
3.72 
3.57 
3.23 
5.09 
5.17 
4.09 
3.86 
5.30 
3.13 
6.33 
7.29 
6.42 
5.10 
6.95 
3.16 
2.93 
2.76 
4.26 
2.25 
3.35 
4.06 
4.35 
5.30 
3.41 
4.98 
4.58 
4 .46 
5.20 
3.28 
5.63 
4.97 
4.70 
4.59 
5.90 
3.93 
6.17 
6.11 
5.02 
4.18 
7.26 
7.28 



0.36 
0.36 
0.41 
0.40 
0.35 
0.36 
0.50 
0.63 
0.66 
0.55 
0.50 
0.07 
0.09 
0.16 
0.31 
0.11 
0.04 
0.08 
0.13 
0.11 
0.08 
0.22 
0.28 
0.29 
0.29 
0.21 
0.20 
0.01 
0.01 
0.04 
0.05 
0.09 
0.05 
0.08 
0.06 
0.09 
0.29 
0.31 



0.36 
0.36 
0.41 
0.49 
0.35 
0.36 
0.51 
0.63 
0.67 
0.54 
0.50 
0.07 
0.10 
0.15 
0.10 
0.11 
0.04 
0.09 
0.12 
0.11 
0.09 



,37 
,24 
.29 
.18 
.15 
.18 
0.15 
0.19 
0.19 
0.25 
0.28 
0.29 
0.22 
0.21 
0.16 
0.13 
0.15 
0.20 
0.10 
0.06 
0.05 
0.07 
0.02 
0.08 
0.13 
0.12 
0.11 
0.08 
0.13 
0.07 
0.05 
0.10 
0.07 
0.09 
0.09 
0.14 



22 
28 
,29 
.29 
.21 
.19 
.01 
.01 
.03 
.05 
.10 
0.05 
0.09 
0.06 
0.08 
0.30 
0.30 
0.38 
0.23 
0.29 
0.19 
0.15 
0.19 
0.15 
0.18 
0.20 
0.25 
0.29 
0.29 
0.23 
0.21 
0.16 
0.13 
0.16 
0.20 
0.11 
0.06 
0.05 
0.07 
0.01 
0.08 
0-13 
0.12 
0.11 
0.08 
0.12 
0.07 
0.06 
0.11 
0.07 
0.09 
0.09 



,24 
.29 
.10 
.09 
.04 
.06 
.07 
0.04 
0.12 



14 
24 
29 
,09 
.09 
.03 
0.05 
0.06 
0.04 
0.11 



a- . , .. .... A -- - a- »» r— v « — *— i -1 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(segid 3A4 
|s eg id 3A1 
(s>egid 3A4 
<segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A4 
(segid 3A1 
(segid 3A4 
(segid 3A4 
(segid 3A4 



and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and xesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and lesid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and resid 
and lesid 
and resid 
and resid 
and resid 
and resid 



98 and name C 
98 and name C 
98 and name C 
98 and name C 
98 and name C 
98 and name C 
98 and name C 
98 and name C 
98 and name C 
98 and name C 
98 and name C 



(segid 3A4 and resid 103 and name CB 
(segid 3A4 and resid 103 and name N 
(segid 3A4 and resid 104 and name N 
(segid 3A4 and resid 403 and name CB 



(segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
98 and name CA ) (segid 3A4 and resid 100 and name C ) 
(segid 3A4 and resid 100 and name CA ) 



98 and name CB 

98 and name 0 ) 

99 and name C ) 
99 and name CA ) 
99 and name CB ) 
99 and name N ) 
99 and name 0 ) 



98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
96 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
9B and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 



(segid 3A4 and resid 100 and name CB 
(segid 3A4 and resid 100 and name N 
(segid 3A4 and resid 100 and name 0 
(segid 3A4 and resid 101 and name C 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CB 
(segid 3A4 and resid 101 and name CG 
(segid 3A4 and resid 101 and name N 
(segid 3A4 and resid 101 and name O 
(segid 3A4 and resid 102 and name C 
(segid 3A4 and resid 102 and name CA ) 
(segid 3A4 and resid 102 and name N ) 
(segid 3A4 and resid 103 and name CA ) 
(segid 3A4 and resid 103 and name CB ) 
(segid 3A4 and resid 103 and name H ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 106 and name CA ) 



(segid 3A4 and resid 106 and name CB 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 10*7 and name CB ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 110 and name CA \ 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 127 and name CB ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 128 and name CB ) 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4*-and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA > 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA > 
(segid 3A4 and lesid 135 and name CB ) 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
( segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 141 and name CA ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA 
(segid 3A4 and resid 220 and name CB 
(seaid 3A1 and resid 221 and name CA ) 
(segid 3A4 and resid 221 and name CB ) 
(segid 3A4 and resid 223 and name CB 
(segid 3A4 and resid 251 and name CA 
(segid 3A4 and resid 251 and name CB 
(segid 3A4 and resid 252 and name CA 
segid 3A4 and resid 252 and name CB 
(segid 3A4 and resid 254 and name CA ) 



7.30 
5.99 
7.90 
5.73 
2.51 
1.23 
3.03 
2.43 
3.67 

I. 32 
3.87 
5.54 
5.46 
5.87 
4.39 
6.67 
5.83 
5.32 

4.79 

6.01 

4.68 

7.02 

7.38 

6.17 

5.23 

8.67 

8.73 

7.35 

10.04 

9.65 
10.69 

9.89 
12.34 

II. 91 
14.31 
13.99 
15.57 
14.91 
16.74 
16.04 
18.37 
17.85 
14.08 
14.39 
14.15 
14.35 
15.45 
11.75 
11.88 

9.46 
9.69 
10.40 
11.56 
11.17 
11.97 
8.83 
8.37 
8.07 
7.93 
10.75 
11.23 
11.14 
9.79 
8.68 
11.18 
14.15 
14.77 
14.07 
15.18 
15.58 
15.22 
14.21 
14.30 
15.39 
14.83 
18.30 
18.39 
18.42 
16.85 
16.32 
16.42 
17.23 
17.96 



0.19 
0.09 
0.07 
0.63 
0.05 
0.01 
0.04 
0.01 
0.03 
0.02 
0.06 
0.09 
0.06 
0.15 
0.06 
0.12 
0.14 
0.20 
0.31 
0.37 
0.13 
0.15 
0.06 
0.06 
0.10 
0.12 
0.19 
0.10 
0.09 
0.12 
0.22 
0.24 
0.11 
0.09 
0.06 
0.04 
0.08 
0.14 
0.28 
0.33 
0.11 
0.12 
1.23 
1.15 
0.99 
1.50 
1.78 
2.02 
2.17 
1.22 
1.16 
1.12 
1.14 
.1.58 
2.02 
1.96 
2.06 
1.07 
1.58 
0.71 
1.78 
2.39 
1.24 
1.16 
0.78 
0.62 
0.57 
1.51 
1.64 
1.26 
2.33 
1.26 
1.37 
0.84 
0.72 
0.95 
1.02 
0.84 
0.96 
1.11 
1.07 
1.22 
0.76 



0.20 
0.09 
0.07 
0.63 
0.05 
0.01 
0.04 
0.02 
0.04 
0.02 
0.06 
0.10 
0.06 
0.15 
0.05 
0.11 
0.14 
0.20 
0.31 
0.36 
0-13 
0.14 
0.06 
0.06 
0.09 
0.12 
0.19 
0.10 
0.10 
0.12 
0.21 
0.25 
0.10 
0.10 
0.07 
0.04 
0.08 
0.14 
0.28 
0.32 
0.10 
0.13 
1.22 
1.15 
1.00 
1.51 
1.77 
2.02 
2.18 
1.22 
1.15 
1.12 
1.13 
1.58 
2.03 
1.96 
2.06 
1.07 
1.57 
0.71 
1.78 
2.39 
1.24 
1.15 
0.78 
0.62 
0.57 
1.50 
1.64 
1.26 
2.34 
1.27 
1.37 
0.84 
0.72 
0.96 
1.02 
0.83 
0.96 
1.11 
1.07 
1.22 
0.76 
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30 



35 



assign 
assign 
assign 
assign 
assign 



assign (segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
10 assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
25 assxgn (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segid 3A4 and resid 
assxgn (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resid 
(segxd 3A4 and resid 
(segxd 3A4 and resid 
(segid 3A4 and resxd 
assign (segid 3A4 and resxd 
assxgn (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
assxgn (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
v „ (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assign (segxd 3A4 and resxd 
50 assxgn (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
65 assxgn (segxd 3A4 and resxd 
assign (seNgxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resid 
70 assign (segxd 3A4 and resid 
assign (segxd 3A4 and resid 
assign (segid 3A4 and resid 
assxgn (segxd 3A4 and xesid 
assign (segxd 3A4 and resid 
75 assign (segid 3A4 and resxd 
assign (segid 3A4 and resid 
assign (segid 3A4 and resxd 
assxgn (segxd 3A4 and resxd 
assign (segxd 3A4 and resid 
80 assign (segid 3A4 and xesid 
assxgn (sogtd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 



(segxd 3A4 and resid 255 and name CA ) 1*-S8 
(segxd 3A4 and resxd 256 and name CA ) 14 .50 



\ocyj.u * * — ~ 

(segxd 3A4 and resxd 257 and name CA ) 
(segxd 3A4 and resxd 258 and name CA ) 
(segid 3A4 and resxd 258 and name CB ) 
(segid 3A4 and resid 259 and name CA ) 
(segxd 3A4 and resxd 259 and name CB ) 
(segid 3A4 and resxd 260 and name CA ) 
(segxd 3A4 and resid 260 and name CB ) 
98 and name ua j (segid 3A4 and resxd 261 and name CA ) 
98 and name CA ) (segid 3A4 and resid 262 and name CA ) 
98 and name CA ) (segid 3A4 and resid 262 and name CB ) 
' ' ' (segid 3A4 and resid 263 and name CA ) 

(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and re3id 264 and name CA ) 
(segid 3A4 and resid 266 and name CA > 
(segid 3A4 and resid 305 and name CA ) 
(segxd 3A4 and resid 305 and name CB ) 
(segxd 3A4 and resid 306 and name CA ) 
(segxd 3A4 and resxd 308 and name CB ) 
(segxd 3A4 and resxd 309 and name CA ) 
(segxd 3A4 and resxd 309 and name CB ) 
(segxd 3A4 and resid 384 and name CB ) 



98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA J 
96 and name CA ) 
98 and name CA } 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 



17.37 
16.95 
17.01 
13.55 
12.22 
14.74 
15.36 
17.95 
16.63 
15.81 
14.78 
13.64 
18.02 
18.48 
16.47 
15.25 
16.10 
18.70 
16.52 
15.17 
19.36 



(segid 3A4 and resid 391 and name CA ) 19.10 



18.32 
17.44 
17.84 
14.01 
14.61 



40 



45 



assign 
assign 
assxgn 



— - __ 

(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 
(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 394 and name CB ) 15- 
(segid 3A4 and resid 395 and name CA ) 12.27 
(segxd 3A4 and res id 396 and name CA ) 9.32 
(segid 3A4 and resid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
ana name , (segid 3A4 and resid 397 and name CB ) 
and name CA ) (segxd 3A4 and xesid 398 and name CA } 
98 and name CA ) (segxd 3A4 and resid 398 and name CB ) 
98 and name CA ) (segid 3A4 and resid 399 and name C ) 
98 and name CA ) (segid 3A4 and resid 399 and name CA 
98 and name CA J (segid 3A4 and resid 399 and name CB 
98 and name CA ) (segid 3A4 and resxd 399 and name O 
98 and name CA ) (segid 3A4 and resxd 400 and name CA 
98 and name CA ) (segid 3A4 and resxd 400 and name CB 
98 and name CA ) (segxd 3A4 and resxd 401 and name CA 
98 and name CA ) (segid 3A4 and resxd 402 and name CA ) 
98 and name CA ) (segxd 3A4 and resid 402 and name CB ) 
98 and name CA ) (segid 3A4 and resid 403 and name CA 
98 and name CA > (segid 3A4 and resid 403 and name CB 
(segid 3A4 and resxd 404 and name CA ) 
(segid 3A4 and resxd 404 and name CB ) 



98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 
98 and name CA ) 



9.44 
10.78 
12.22 
11.35 
12.33 
7.34 
8.07 
7.39 
7.24 
6.87 
7.17 
10.21 
10.45 
10.60 
7.69 
6.23 
9.09 
9.34 



(SeUlU oin* ..w**— _ 

(segid 3A4 and resxd 405 and name CA ) 12.50 



13.24 
12.47 
11.57 
10.30 
13.89 
14.02 
16.77 
17.11 



(segid 3A4 and resid 405 and name CB ) 
96 ana name , (segid 3A4 and resid 406 and name CA ) 
98 and name CA ) (segid 3A4 and resid 407 and name CA ) 
98 and name CA ) (segid 3A4 and resxd 407 and name CB 
98 and name CA ) (segid 3A4 and resxd 408 and name CA ) 
98 and name CA ) (segxd 3A4 and resid 408 and name CB 
98 and name CA ) (segid 3A4 and resid 409 and name CA 
98 and name CA ) (segxd 3A4 and resid 409 and name CB ) 
98 and name CA ) (segid 3A4 and resid 410 and name CA 16.69 
98 and name CA ) (segxd 3A4 and resid 411 and name CA 17.05 
98 and name CA > (segxd 3A4 and resid 411 and name CB 
98 and name CA ) (segxd 3A4 and resid 98 and name C ) 
98 and name CA ) (segid 3A4 and resid 
98 and name CA ) (segid 3A4 and resid 
98 and name CA ) (segid 3A4 and resid 
98 and name CA ) (segid 3A4 and resid 
98 and name CA ) (segid 3A4 and resxd 



98 and name CB ) 



98 and name CA J (segxd 3A4 and resxd 

i . . i -nr) raair 



98 and name CA ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 



98 and name O 

99 and name C 
99 and name CA 
99 and name CB 
99 and name N 
99 and name O 



16.01 
1.53 
1.54 
2.38 
4 
3 

4.84 
2 



0.94 
0.75 
0.76 
0.72 
0.76 
0.72 
0.73 
1.02 
1.19 
0.75 
0.48 
0.41 
0.66 
0.76 
0.76 
0.60 
0.76 
0.83 
0.71 
0.57 
0.48 
0.48 
0.50 
0.39 
0.44 
0.42 
0.41 
0.47 
0.42 
0.48 
0.64 
0.47 
0.62 
0.49 
0.49 
0.32 
0.45 
0.29 
0.47 
0.65 
0.28 
0.66 
0.83 
0.60 
0.31 
0.36 
0.44 
0.16 
0.89 
0.98 
0.73 
0.69 
0.53 
0.71 
0.78 
0.89 
0.92 
0 
0 
0 
0 
0 
0 



43 
82 



98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 



(segxd 3A4 and resid ~ 
(segxd 3A4 and resid 100 and name c 
(segid 3A4 and resid 100 and name CA 
(segid 3A4 and resid 100 and name CB ) 
(segid 3A4 and resid 100 and name N ) 
(segxd 3A4 and resxd 101 and name C 
(selid 3A4 and resxd 101 and name CA 
(segid 3A4 and resxd 101 and name CB 
(segid 3A4 and resxd 101 and name CG 
(segxd 3A4 and rebid 101 and name N 
segxd 3A4 and resxd 102 and name CA 
segxd 3A4 and resxd 102 and name N 
segid 3A4 and resid 103 and name CA 
segid 3A4 and resid 103 and name CB ) 



45 
33 
,95 
.83 
.31 



5 
6 
6 
7 

5.63 
6.96 
6.64 
6.02 
7.08 
6.10 
6.90 
6.20 
9.64 
9.76 



0.93 
0.74 
0.77 
0.71 
0.76 
0.71 
0.74 
1.02 
1.20 
0.76 
0.48 
0.42 
0.67 
0.76 
0.77 
0.59 
0.77 
0.83 
0.72 
0.56 
0.48 
0.47 
0.51 
0.39 
0.45 
0.43 
0.42 
0.47 
0.41 
0.47 
0.63 
0.48 
0.62 
0.49 
0.49 
0.32 
0.45 
0.30 
0.48 
0.66 
0.28 
0.66 
0.82 
0.60 
0.31 
0.36 
0.43 
0.46 
0.90 
0.99 
0.74 
0.70 
0.53 
0.71 
0.79 
0.88 
0.93 
0.70 
0.71 
0.60 
0.69 
0.76 
0.02 
0.02 
0.03 
0.03 
0.02 
0.05 
0.03 
0.06 
0.08 
0.06 
0.15 
0.06 
0.16 
0.19 
0.31 
0.39 
0.12 
0.12 
0.12 
0.10 
0.18 



70 
71 
59 
.70 
.77 
.02 
0.03 
0.03 
0.02 
0.01 
0.05 
0.03 
0.05 
0.09 
0.06 
0.15 
0.06 
0.16 
0.19 
0.30 
0.39 
0.12 
0.12 
0.12 
0.09 
0.18 
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assiqn (begad 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and xesid * 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 2A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (ssgid 3A4 and resid 
assiqn (segid 3A4 and resid 
assign (segid 3A4 and resid 
SO assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



98 and name CB ) 
98 and name CB J 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 



11.27 
10.97 



98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB . 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 



98 and name CB 
98 and name CB ) 
98 and name CB ) 
98 and name CB } 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 



98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB 
98 and name CB . 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
38 and name CB ) 
98 and name CB ) 
98 and name CB ) 



(segid 3A4 and resid 101 and name CA ) 
(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 105 and name CA ) 11.59 
(segid 3A4 and resid 105 and name CB ) 10.68 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB ) 
(segid 3A4 and resid 110 and name CA ) 19.15 
(segid 3A4 and resid 110 and name CB > 18.67 
(segid 3A4 and resid 125 and name CA ) 14.53 
(segid 3A4 and resid 125 and name CB ) 14.76 
{segid 3A4 and resid 126 and name CA J 14.43 
(segid 3A4 and resid 127 and name CA ) 14.86 
(segid 3A4 and resid 128 and name CA ) 12.43 
(segid 3A4 and resid 128 and name CB ) 12.59 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 131 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 133 and name CB ) 
(segid 3A4 and resid 134 and name CA ) 
(segid 3A4 and resid 135 and name CA > 11.96 
(segid 3A4 and resid 135 and name CB ) 11.99 
(segid 3A4 and resid 136 and name CA ) 
(segid 3A4 and resid 136 and name CB ) 
(segid 3A4 and resid 137 and name CA ) 
(segid 3A4 and resid 138 and name CA ) 
(segid 3A4 and resid 138 and name CB ) 
(segid 3A4 and resid 139 and name CA ) 
(segid 3A4 and resid 140 and name CA ) 
(segid 3A4 and resid 140 and name CB ) 
(segid 3A4 and resid 219 and name CA ) 
(segid 3A4 and resid 219 and name CB ) 
(segid 3A4 and resid 220 and name CA ) _ 
(segid 3A4 and resid 220 and name CB ) 14.84 
(segid 3A4 and resid 221 and name CA ) 18.55 
(segid 3A4 and resid 223 and name CB ) 
(segid 3A4 and resid 251 and name CA ) 
(segid 3A4 and resid 251 and name CB ) 
(segid 3A4 and resid 252 and name CA ) 
(segid 3A4 and resid 254 and name CA ) 
(segid 3A4 and resid 255 and name CA ) 
(segid 3A4 and resid 256 and name CA ) 
(segid 3A4 and resid 257 and name CA ) 
(segid 3A4 and resid 258 and name CA ) 16.50 
(segid 3A4 and resid 258 and name CB ) 16.48 
(segid 3A4 and resid 259 and name CA ) 13.09 
(segid 3A4 and resid 259 and name CB ) 11.79 
(segid 3A4 and resid 260 and name CA ) 14.60 
(segid 3A4 and resid 260 and name CB ) 15-33 
(segid 3A4 and resid 262 and name CA ) 16.08 
(segid 3A4 and resid 262 and name CB ) 15.17 
(segid 3A4 and resid 263 and name CA ) 1 * 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 266 and name CA ) 
(segid 3A4 and resid 280 and name CB } 
(segid 3A4 and resid 303 and name CA ) ".66 
(segid 3A4 and resid 305 and name CA ) 15.49 
(segid 3A4 and resid 305 and name CB ) 14.32 
(segid 3A4 and resid 306 and name CA ) 14.91 
(segid 3A4 and resid 307 and name CA ) 18.49 
(segid 3A4 and resid 308 and name CA ) 18-" 
(segid 3A4 and re3id 308 and name CB ) 17.76 
(segid 3A4 and resid 309 and name CA ) IS. 48 
(segid 3A4 and xesid 309 and name CB ) 
(segid 3A4 and resid 310 and name CA ) 17.88 
(segid 3A4 and resid 310 and name CB ) 18.41 
(segid 3A4 and resid 312 and name CB ) 18.11 
(segid 3A4 and resid 313 and name CB ) 
(segid 3A4 and xesid 384 and name CB ) 
(segid 3A4 and resid 391 and name CA ) 
(segid 3A4 and resid 391 and name CB ) 
(segid 3A4 and resid 392 and name CA ) 



13.06 
12.56 
15.31 
15.08 
16.59 
15.95 
17.50 
16.69 



9.92 
10.02 
10.70 
11.79 
11.79 
12.67 
9.61 
9.16 
8.54 
8.23 
11.17 



10.44 
9.30 
11.51 
14.62 
15.25 
14.82 
16.09 
16.44 
14.54 
14.75 
15.46 



18.34 
16.65 
16.15 
16.48 
17.62 
14.28 
14.55 
17.23 



14.41 
13.37 
17.93 
IB. 83 



0.06 
0.08 
0.25 
0.28 
0.13 
0.10 
0.10 
0.07 
0.13 
0.15 
0.31 
0.36 
0.11 
0.13 
1.42 
1.33 
1.22 
1.63 
2.19 
2.40 
1.47 
1.35 
1.49 
1.56 
1.70 
2.05 
2.15 
2.35 
1.37 
1.80 
1.14 
1.83 
2.37 
1.49 
1.47 
1.09 
0.90 
0.88 
1.53 
1.64 
1.33 
1.31 
1.42 
0.87 
0.75 
1.00 
0.81 
1.16 
1.28 
1.30 
1.04 
1.10 
0.96 
1.07 
1.05 
1.08 
1.06 
1.10 
1.34 
1.50 
0.78 
0.69 
0.95 
1.06 
0.83 
0.45 
1.04 
0.72 
0.78 
0.62 
0.57 
0.54 
0.58 
0.60 
0.58 
0.53 
0.48 
0.87 
0.93 
0.68 
0.51 
0.59 
0.42 



17.93 
18.25 
18.13 
17.35 
16.54 



0.07 
0.08 
0.25 
0.27 
0.13 
0.10 
0.09 
0.07 
0.13 
0.15 
0.32 
0.36 
0.11 
0.13 
1.42 
1.32 
1.22 
1.63 
2.19 
2.39 
1.47 
1.35 
1.49 
1.55 
1.71 
2.06 
2.16 
2.35 
1.37 
1.80 
1.15 
1.83 
2.38 
1.49 
1.47 
1.10 
0.91 
0.88 
1.53 
1.64 
1.33 
1.30 
1.42 
0.87 
0.76 
1.00 
0.81 
1.17 
1.28 
1.30 
1.04 
1.10 
0.97 
1.06 
1.04 
1.07 
1.07 
1.11 
1.34 
1.49 
0.77 
0.68 
0.96 
1.05 
0.82 
0.45 
1.05 
0.72 
0.77 
0.61 
0.57 
0.53 
0.58 
0.60 
0.58 
0.53 
0.48 
0.86 
0.92 
0.69 
0.52 
0.60 
0.42 
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98 
98 



assign (segid 3A4 and tesid 
assign I segid 3A4 and res id 
assign < segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
and name CB ) 
and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB } 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 
98 and name CB ) 



17.03 
13.13 
13.49 
14.74 
11.04 
8.29 
8.57 
9.80 
11.27 
10.14 
11.05 
6.18 
6.81 
6.11 
6.15 
6.00 
6.43 
9-38 
9.47 
9.50 
7.03 
5.59 
8.85 
9.10 
12.05 
12.66 
12.01 



) 
) 

99 and name CA ) 
99 and name CB ) 
99 and name N ) 
99 and name 0 ) 



98 and name 
98 and name 
98 and name 
98 and name 
98 and name 
98 and 



96 and name N 
N 
N 



98 and 
98 and name 
98 and name N 
98 and name N 
98 and name N 
98 and name N 
98 and name N 
98 and name N 
98 and name N 
98 and name N 
98 and name H 
98 and name N 
98 and namo N 
98 and name N 
98 and name 0 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
96 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name O 
98 and name 0 
98 and name O 
98 and name O 



(segid 3A4 and resid 392 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA > 
(segid 3A4 and resid 394 and name CB ) 
(segid 3A4 and tesid 395 and name CA ) 
(segid 3A4 and resid 396 and name CA ) 
(segid 3A4 and lesid 396 and name CB ) 
(segid 3A4 and resid 397 and name CA ) 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name C ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 399 and name O ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ) 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and lesid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA ) 
(segid 3A4 and resid 405 and name CB > 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA 11.55 
(segid 3A4 and resid 407 and name CB 10.41 
(segid 3A4 and resid 408 and name CA ) 13.95 
(segid 3A4 and resid 408 and name CB ) 14.04 
(segid 3A4 and resid 4 09 and name CA 16.62 
(segid 3A4 and resid 409 and name CB 16.84 
(segid 3A4 and resid 410 and name CA 16.65 
(segid 3A4 and resid 411 and name CA ) 17.30 
(segid 3A4 and resid 411 and name CB » 1 fi ™ 
(segid 3A4 and resid 99 and name C 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
( segid 3A4 and resid 
) (segid 3A4 and resid 100 and name C ) 
) (segid 3A4 and resid 100 and name CA ) 
) (segid 3A4 and resid 100 and name CB ) 
) (segid 3A4 and resid 100 and name N ) 
) (segid 3A4 and resid 100 and name O ) 
) (segid 3A4 and resid 101 and name C ) 
) (segid 3A4 and resid 101 and name CA ) 
) (segid 3A4 and resid 101 and name CB ) 
) (segid 3A4 and resid 101 and name CG ) 
j (segid 3A4 and resid 101 and name N ) 
) (segid 3A4 and resid 102 and namo CA ) 
) i segid 3A4 and resid 102 and name N ) 
) (segid 3A4 and resid 98 and name C ) 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and tesid 

) (segid 3A4 and resid 

) (segid 3A4 and resid 100 and name C ) 

> (segid 3A4 and resid 100 and name CA ) 
) (segid 3A4 and resid 100 and name CB ) 
) (segid 3A4 and resid 100 and name N ) 
) (segid 3A4 and resid 100 and name O ) 

> (segid 3A4 and resid 101 and name C ) 
(segid 3A4 and resid 101 and name CA ) 
(segid 3A4 and resid 101 and name CB ) 

> (segid 3A4 and resid 101 and name CG ) 
) (segid 3A4 and resid 101 and name N > 

{segid 3A4 and resid 101 and name 0 
(segid 3A4 and resid 102 and name C 
) (segid 3A4 and resid 102 and name CA 

segid 3A4 and resid 102 and name N 
) (segid 3A4 and rosid 102 and name O 
(segid 3A4 and resid 103 and name C 
(segid 3A4 and tesid 103 and name CA 
segid 3A4 and tesid 103 and name CB 
(segid 3A4 and tesid 103 and name N 
segid 3A4 and resid 104 and name W 
segid 3A4 and resid 403 and name CA ) 



98 and name CA ) 
98 and name CB ) 

98 and name O ) 

99 and name C ) 
99 and name CA ) 
99 and name CB ) 
99 and name N ) 
99 and name O ) 



16.36 
5.45 
4.49 
5.31 
3.17 
6.32 
5.69 
5,33 
5.39 
4.31 
6.90 
6.59 
5.81 
5.35 
6.67 
4.95 
7.22 
6.15 
2.44 
1.46 
2.47 
3.45 
4.71 
4.22 
4.94 
2.81 
5.79 
4.08 
4.33 
5.28 
3.39 
4.98 
3.88 
3.85 
3.83 
5.04 
3.33 
5.05 
5.02 
3.84 
3.01 
6.14 
7.27 
6.42 
6.65 
5.05 
6.97 
6.85 



0.42 
0.58 
0.39 
0.36 
0.36 
0.54 
0.72 
0.82 
0.81 
0.44 
0.38 
0.60 
0.46 
0.55 
0.59 
1.14 
1.31 
0.96 
0.50 
0.38 
0.63 
0.70 
1.12 
1.23 
0.92 
0.90 
0.59 
0.73 
0.81 
0.96 
1.02 
0.77 
0.80 
0-61 
0.66 
0.74 
0.04 
0.04 
0.09 
0.05 
0.05 
0.12 
0.09 
0.14 
0.06 
0.12 
0.15 
0.23 
0.34 
0.38 
0.16 
0.06 
0.10 
0.04 
0.01 
0.02 
0.02 
0.05 
0.08 
0.09 
0.09 
0.06 
0.10 
0.10 
0.12 
0.10 
0.12 
0.08 
0.12 
0.20 
0.27 
0.09 
0.08 
0.06 
0.06 
0.07 
0.06 
0.09 
0.13 
0.19 
0.12 
0.09 
0.46 



0.41 
0.58 
0.39 
0.36 
0.35 
0.S4 
0.71 
0.82 
0.80 
0.44 
0.38 
0.61 
0.45 
0.55 
0.58 
1.13 
1.31 
0.96 
0.50 
0.37 
0.63 
0.69 
1.11 
1.24 
0.93 
0.90 
0.58 
0.74 
0.81 
0.96 
1.02 
0.76 
0.80 
0.62 
0.66 
0.73 
0.04 
0.04 
0.09 
0.04 
0.04 
0.11 
0.07 
0.14 
0.06 
0.11 
0.15 
0.23 
0.34 
0.38 
0.17 
0.06 
0.09 
0.03 
0.00 
0.03 
0.02 
0.05 
0.08 
0.09 
0.09 
0.06 
0.09 
0.11 
0.11 
0.10 
0.12 
0.09 
0.13 
0.20 
0.26 
0.10 
0.09 
0.06 
0.06 
0.07 
0.05 
0.10 
0.12 
0.19 
0.11 
0.09 
0.45 
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assign (segid 3A4 and. res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a33iyi . (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



> 
> 
) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 

) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
) 
> 
) 



assign 
assign 
assign 
assign 
assign 
assign 



98 and name O ) 
98 and name 0 
98 and name O 
98 and name O 
98 and name O 
98 and name O 

98 and name O 

99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name C 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA J 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA > 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 



(segid 3A4 and resid 403 and name CB 
(segid 3A4 and resid 98 and name CB 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and Lesid 
(segid 3A4 and resid 



99 and name c 
99 and name CA 
99 and name CB 
99 and name H 
99 and name O 



(segid 3A4 and resid 100 and name C 
(segid 3A4 and resid 100 and name CA ) 



(&CU1U -mi - ~ — — — 

(segid 3A4 and resid 100 and name CB 
(segid 3A4 and resid 100 and name N 
(segid 3A4 and resid 100 and name O 
(segid 3A4 and resid 101 and name C 
(segid 3A4 and resid 101 and name CA 
(segid 3A4 and resid 101 and name CB 
(segid 3A4 and resid 101 and name CG 
(segid 3A4 and resid 101 and name N 
(segid 3A4 and resid 101 and name O 
I segid 3A4 and resid 102 and name C 
(segid 3A4 and resid 102 and name CA 
(segid 3A4 and resid 102 and name N 
(segid 3A4 and resid 102 and name O 
(segid 3A4 and resid 103 and name C 
(segid 3A4 and resid 103 and name CA ) 
(segid 3A4 and resid 103 and name CB ) 
(segid 3A4 and resid 103 and name H ) 
(segid 3A4 and resid 103 and name 0 ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 104 and name N ) 
(segid 3A4 and tesid 105 and name N ) 
(segid 3A4 and resid 99 and name CB ) 
(segid 3A4 and resid 99 and name O ) 
(segid 3A4 and resid 100 and name C ) 
(segid 3A4 and resid 100 and name CA ) 
(segid 3A4 and resid 100 and name CB ) 
(segid 3A4 and resid 100 and name N ) 
(segid 3A4 and resid 100 and name O ) 
(segid 3A4 and resid 101 and name C ) 
(segid 3A4 and resid 101 and name CA ) 
(segid 3A4 and resid 101 and name CB ) 
(segid 3A4 and resid 101 and name CG ) 
(segid 3A4 and resid 101 and name H ) 
(segid 3A4 and resid 101 and name O ) 
(segid 3A4 and resid 102 and name C ) 
(segid 3A4 and resid 102 and name CA ) 
(segid 3A4 and resid 102 and name N ) 
(segid 3A4 and resid 102 and name O ) 
(segid 3A4 and resid 103 and name C ) 
(segid 3A4 and resid 103 and name CA > 
(segid 3A4 and resid 103 and name CB ) 
(segid 3A4 and resid 103 and name N ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB > 
(segid 3A4 and resid 104 and name N ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 106 and name CA ) 
(segid 3A4 and resid 106 and name CB ) 
(segid 3A4 and resid 107 and name CA ) 
(segid 3A4 and resid 107 and name CB ) 
(segid 3A4 and resid 108 and name CA ) 
(segid 3A4 and resid 108 and name CB ) 
(segid 3A4 and resid 109 and name CA ) 
(segid 3A4 and resid 109 and name CB > 
(segid 3A4 and resid 110 and name CA ) 
(segid 3A4 and resid 110 and name CB ) 
(segid 3A4 and resid 111 and name CA ) 
(segid 3A4 and resid 111 and name CB ) 
(segid 3A4 and resid 125 and name CA ) 
(segid 3A4 and resid 125 and name CB ) 
(segid 3A4 and resid 126 and name CA ) 
(segid 3A4 and resid 127 and name CA ) 
(segid 3A4 and resid 128 and name CA ) 
(segid 3A4 and resid 12B and name CB > 
(segid 3A4 and resid 129 and name CA ) 
(segid 3A4 and resid 129 and name CB ) 
(segid 3A4 and resid 130 and name CA ) 
(segid 3A4 and resid 130 and name CB ) 
(segid 3A4 and resid 133 and name CA ) 
(segid 3A4 and resid 131 and name CB ) 
(segid 3A4 and resid 132 and name CA ) 
(segid 3A4 and resid 132 and name CB ) 



5.55 
3.30 
2.96 
2.76 
4.22 
2.24 
3.44 
3.02 
2.44 
3.73 
1.34 
3.79 
4.57 
4.53 
5.35 
6.71 
3.36 
5.62 
4.85 
4.52 
3.B3 
6.06 
6.13 
5.04 
4.64 
4.13 
7.28 
7.30 
7.34 
6.02 
7.85 
2.52 
1.23 
4.41 
3.82 
4.90 
2.45 
5.25 
5.51 
5.54 
6.05 
7.39 
4.46 
6.61 
5.64 
5.06 
4.55 
6.82 
7.35 
6.14 
5.84 
5.14 
8.65 
8.73 
7.34 
9.90 
9.46 
10.53 
9.75 
12.22 
11.83 
14.29 
13.98 
15.44 
14.78 
16.34 
15.58 
18.64 
18.31 
14.66 
14.78 
15.44 
15.87 
13.17 
12.99 
11.30 
11.35 
12.92 
14.00 
13.60 
14.13 
11.35 
10.70 



0.44 
0.10 
0.07 
0.05 
0.04 
0.02 
0.09 
0.03 
0.03 
0.02 
0.01 
0.06 
0.06 
0.05 
0.10 
0.12 
0.05 
0.07 
0.08 
0.08 
0.06 
0.09 
0.14 
0.14 
0.22 
0.10 
0.13 
0.12 
0.13 
0.12 
0.04 
O.02 
0.00 
0.04 
0.03 
0.02 
0.02 
0.07 
0.07 
0.08 
0.16 
0.20 
0.05 
0.09 
0.11 
0.11 
0.08 
0.13 
0.13 
0.15 
0.24 
0.10 
0.09 
0.10 
0.10 
0.11 
0.16 
0.14 
0.17 
0.19 
0.20 
0.15 
0.17 
0.11 
0.17 
0.20 
0.27 
0.37 
0.51 
1.09 
1.21 
1.04 
1.33 
1.74 
1.90 
0.94 
1.29 
0.94 
1.01 
1.33 
1.94 
1.34 
1.28 



0.44 
0.10 
0.07 
0.04 
0.04 
0.01 
0.10 
0.02 
0.02 
0.01 
0.01 
0.07 
0.05 
0.05 
0.10 
0.13 
0.05 
0.07 
0.08 
0.08 
0.07 
0-08 
0.13 
0.14 
0.21 
0.10 
0.14 
0.11 
0.14 
0.12 
0.04 
0.03 
0.01 
0.04 
0.03 
0.02 
0.03 
0.08 
0.08 
0.07 
0.15 
0.20 
0.06 
0.09 
0.11 
0.11 
0.09 
0.13 
0.14 
0.15 
0.23 
0.11 
0.09 
0.10 
0.11 
0.10 
0.17 
0.13 
0.18 



19 
20 
,15 
16 
.11 
.18 
0.19 
0.28 
0.38 
0.52 
1.09 
1.21 
1.04 
1.33 
1.75 
1.90 
0.94 
1.29 
0.91 
1.01 
1.32 
1.93 
1.34 
1.28 
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assign 
assign 
assign 
assign 



assign (segid 3A4 and resid 
assign {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and re3id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign [segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign I segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign ( segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
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45 



50 
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60 
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70 



75 



80 



assign 
assign 
assign 



99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA > 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA } 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA J 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA \ 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CA ) 
99 and name CB ) 



14.78 
16.71 
17.66 
15.89 
14.76 
16.07 
14.67 
16.42 
17.35 
16.05 
17.34 



99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB . 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 



(segid 3A4 and resid 133 and name CA 11.18 
(segid 3A4 and resid 133 and name CB 11-11 
(segid 3A4 and resid 134 and name CA ) 13-87 
(segid 3A4 and resid 135 and name CA ) 14.00 
(segid 3A4 and resid 135 and name CB 13.70 
(segid 3A4 and resid 136 and name CA ) 12.66 
(segid 3A4 and resid 136 and name CB ) 11.55 
(segid 3A4 and resid 137 and name CA ) 14.39 
(segid 3A4 and resid 138 and name CA ) 17.18 
(segid 3A4 and resid 138 and name CB ) 17.82 
(segid 3A4 and resid 139 and name CA ) 16.60 
(segid 3A4 and resid 219 and name CA ) 17.00 
(segid 3A4 and resid 219 and name CB ) 17.07 
(segid 3A4 and resid 220 and name CB ) 18.17 
(segid 3A4 and resid 255 and name CA ) 17.82 
(segid 3A4 and resid 256 and name CA ) 17.52 
(segid 3A4 and resid 259 and name CA ) 15.97 
(segid 3A4 and resid 259 and name CB ) 
(segid 3A4 and resid 260 and name CA ) 
(segid 3A4 and resid 262 and name CB ) 
(segid 3A4 and resid 263 and name CA ) 
(segid 3A4 and resid 263 and name CB ) 
(segid 3A4 and resid 305 and name CA ) 
( segid 3A4 and resid 305 and name CB ) 
(segid 3A4 and resid 306 and name CA ) 
(segid 3A4 and resid 309 and name CA ) 
(segid 3A4 and resid 309 and name CB } 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 17.51 
(segid 3A4 and resid 394 and name CB ) 18.72 
(segid 3A4 and resid 395 and name CA ) 14.96 
(segid 3A4 and resid 396 and name CA ) 12.39 
(segid 3A4 and resid 396 and name CB ) 12.73 
(segid 3A4 and resid 397 and name CA ) 13.54 
(segid 3A4 and resid 397 and name CB ) 
(segid 3A4 and resid 398 and name CA ) 
(segid 3A4 and resid 398 and name CB ) 
(segid 3A4 and resid 399 and name CA ) 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
(segid 3A4 and resid 400 and name CB ) 
(segid 3A4 and resid 401 and name CA ) 
(segid 3A4 and resid 402 and name CA ] 
(segid 3A4 and resid 402 and name CB ) 
(segid 3A4 and resid 403 and name CA ) 
(segid 3A4 and resid 403 and name CB ) 
(segid 3A4 and resid 404 and name CA ) 
(segid 3A4 and resid 404 and name CB ) 
(segid 3A4 and resid 405 and name CA > 
(segid 3A4 and resid 405 and name CB ) 
(segid 3A4 and resid 406 and name CA ) 
(segid 3A4 and resid 407 and name CA > 
(segid 3A4 and resid 407 and name CB ) 
(segid 3A4 and resid 408 and name CA ) 
(segid 3A4 and resid 408 and name CB } 
(segid 3A4 and resid 409 and name CA ) 
(segid 3A4 and resid 409 and name CB ) 
(segid 3A4 and resid 410 and name CA ) 
(segid 3A4 and resid 411 and name CA ) 
(segid 3A4 and resid 411 and name CB ) 
(segid 3A4 and resid 99 and name C ) 
(segid 3A4 and resid 99 and name CB ) 
(segid 3A4 and resid 99 and name O ) 
(segid 3A4 and resid 100 and name C ) 
(segid 3A4 and resid 100 and name CA ) 
(segid 3A4 and resid 100 and name CB ) 
(segid 3A4 and resid 100 and name N ) 
(segid 3A4 and resid 100 and name O ) 
(segid 3A4 and resid 101 and name C ) 
(segid 3A4 and resid 101 and name CA ) 
(segid 3A4 and resid 101 and name CB ) 
(segid 3A4 and resid 101 and name N ) 
(segid 3A4 and resid 102 and name C ) 
(segid 3A4 and resid 102 and name CA ) 
(segid 3A4 and resid 102 and name H ) 
(segid 3A4 and resid 103 and name CA ) 
(segid 3A4 and resid 103 and name CB ) 
(segid 3A4 and resid 103 and name N ) 
(segid 3A4 and resid 104 and name CA ) 
(segid 3A4 and tesid 104 and name CB ) 
(segid 3A4 and resid 105 and name CA ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 106 and name CA ) 



0.86 
1.57 
0.21 
1.66 
2.29 
0.B3 
0.65 
0.73 
0.56 
0.50 
1.58 
1.40 
1.46 
0.91 
0.72 
0.60 
0.69 
0.65 
0.98 
0.57 
0.91 
0.94 
1.32 
1.38 
0.95 
1.07 
1.02 
0.37 
0.33 
0.33 
0.32 
0.39 



14.99 
13.37 
14.29 
9.90 
9.49 
8.85 
9.56 
11.43 
10.77 
11.02 
7.25 
6.04 
8.73 
9.49 
11.89 
12.90 
11.00 
9.45 
8.11 
12.27 
12.78 
15.01 
15.52 
14.28 
14.54 
13.53 
1.53 
1.52 
2.40 
5.46 
4.53 
5.44 
3.21 
6.26 
6.92 
6.91 
7.47 
5.72 
6.80 
6.40 



55 
.56 
.56 
.50 
.45 
.50 
.51 
.88 
.91 

1.07 

0.94 

0.80 

1.10 

1.04 

1.36 

1.31 

1.38 

1.33 

1.36 

1.45 

1.49 

1.52 
1.53 
1.40 
1.40 
1.23 
1.23 
1.26 
0.02 
0.01 
0.02 
0.04 
0.05 
0.07 
0.06 
0.06 
0.07 
0.06 
0.14 
0.05 
0.15 
0.13 
0.09 
0.18 
0.26 



9.68 
9.81 
11.16 
10.81 
11.49 



0.85 
1.56 
0.21 
1.65 
2.29 
0.83 
0.66 
0.72 
0.56 
0.50 
1.58 
1.41 
1.46 
0.92 
0.72 
0.59 
0.68 
0.66 
0.97 
0.56 
0.91 
0.93 
1.32 
1.38 
0.95 
1.07 
1.02 
0.37 
0.32 
0.33 
0.33 
0.39 
0.56 
0.55 
0.57 
0.S1 
0.46 
0.50 
0.52 
0.89 
0.91 
1.07 
0.94 
0.79 
1.09 
1.05 
1.37 
1.32 
1.38 
1.32 
1.37 
1.45 
1.50 
1.51 
1.53 
1.40 
1.39 
1.22 
1.22 
1.25 
0.01 
0.01 
0.01 
0.04 
0.06 
0.06 
0.05 
0.06 
0.08 
0.06 
0.15 
0.05 
0.15 
0.13 
0.10 
0.19 
0.27 
0. 
0, 
0 
0 
0 
0 



14 

13 
,14 
.10 
.16 
.21 



13 
13 
15 
,11 
.15 
.21 
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assign (segid 3A4 and xesid 
assign (scqid 3A4 and res id 
assign (segid 3A4 and rosid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and iesid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and res id 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign | segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
50 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
55 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
60 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and iesid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (sogid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (send 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



99 and name CB ) (segid 3A4 and resid 106 and name CB 10.59 
99 and name CB ) (segid 3A4 and resid 107 and name CA 13.02 
99 and name CB ) (segid 3A4 and resid 107 and name CB 12.56 
99 and name CB ) (segid 3A4 and iesid 108 and name CA 15.34 
99 and name CB ) (segid 3A4 and resid 108 and name CB 15.12 
99 and name CB ) (segid 3A4 and resid 109 and name CA 16.50 
99 and name CB ) (segid 3A4 and resid 109 and name CB 15.86 
99 and name CB ) (segid 3A4 and resid 110 and name CA ) 17.13 
99 and name CB ) (segid 3A4 and resid 110 and name CB ) 16.27 
99 and name CB ) (segid 3A4 and resid 125 and name CA ) 
99 and name CB ) (segid 3A4 and resid 125 and name CB ) 
99 and name CB ) (segid 3A4 and resid 126 and name CA ) 
99 and name CB ) (segid 3A4 and resid 128 and name CA ) 
99 and name CB ) (segid 3A4 and resid 128 and name CB 3 4.45 
99 and name CB ) (segid 3A4 and resid 129 and name CA 12.76 
99 and name CB ) (segid 3A4 and resid 129 and name CB ) 12.79 
99 and name CB ) (segid 3A4 and resid 130 and name CA 14.30 
99 and name CB ) (segid 3A4 and resid 130 and name CB 15.37 
99 and name CB > (segid 3A4 and resid 131 and name CA 14.95 
99 and name CB ) (segid 3A4 and resid 131 and name CB 15.4 9 
99 and name CB ) (segid 3A4 and resid 132 and name LA ) 
99 and name CB ) (segid 3A4 and resid 132 and name CB ) 
99 and name CB ) (segid 3A4 and resid 133 and name CA ) 
99 and name CB ) (segid 3A4 and resid 133 and name CB ) 
99 and name CB ) (segid 3A4 and resid 134 and name CA ) 
99 and name CB ) (segid 3A4 and resid 135 and name CA ) 
99 and name CB ) (segid 3A4 and resid 135 and name CD 14.74 
99 and name CB ) (segid 3A4 and resid 136 and name CA ) 13.46 
99 and name CB J (segid 3A4 and resid 136 and name CB 12.36 
99 and name CB ) (segid 3A4 and resid 137 and name CA 15.12 
99 and name CB ) (segid 3A4 and resid 138 and name CA ) 17.94 
99 and name CB ) (segid 3A4 and resid 138 and name CB ) 18.66 
99 and name CB ) (segid 3A4 and resid 139 and name CA 17.26 
99 and name CB ) (segid 3A4 and resid 256 and name CA 18.83 
99 and name CB ) (segid 3A4 and resid 259 and name CA ) 17.20 
99 and name CB ) (segid 3A4 and resid 259 and name CB 16.02 
(segid 3A4 and resid 263 and name CA ) 17.09 
(segid 3A4 and resid 263 and name CB ) 16.00 
(segid 3A4 and resid 305 and name CA ) 16.29 
(segid 3A4 and resid 305 and name CB ) 14.87 
(segid 3A4 and resid 306 and name CA ) 1fe 
(segid 3A4 and resid 309 and name CB ) 
(segid 3A4 and resid 393 and name CA ) 
(segid 3A4 and resid 394 and name CA ) 
(segid 3A4 and resid 395 and name CA ) 15.38 
(segid 3A4 and resid 396 and name CA ) 13.04 
(segid 3A4 and resid 396 and name CB ) 13.44 
(segid 3A4 and resid 397 and name CA ) 14.41 
(segid 3A4 and resid 397 and name CB ) 15.88 
(segid 3A4 and resid 398 and name CA > 13.99 
(segid 3A4 and resid 398 and name CB ) 14.81 
(segid 3A4 and resid 399 and name CA ) in ^ 
(segid 3A4 and resid 399 and name CB ) 
(segid 3A4 and resid 400 and name CA ) 
99 and name CB ) (segid 3A4 and resid 400 and name CB ) 
99 and name CB ) (segid 3A4 and resid 401 and name CA ) 
99 and name CB ) (segid 3A4 a nd^ resid 402 and name CA 11.30 
99 and name CB ) (segid 3A4 and resid 402 and name CB 11.39 
99 and name CB ) (segid 3A4 and resid 403 and name CA 
99 and name CB ) (segid 3A4 and resid 403 and name CB 
99 and name CB ) (segid 3A4 and resid 404 and name CA 
99 and name CB ) (segid 3A4 and resid 404 and name CB 
99 and name CB ) (segid 3A4 and iesid 405 and name CA 12.62 
99 and name CB ) (segid 3A4 and resid 405 and name CB ) 13.61 
99 and name CB ) (segid 3A4 and resid 406 and name CA > 
99 and name CB ) (segid 3A4 and resid 407 and name CA ) 
99 and name CB ) (segid 3A4 and resid 407 and name CB 
99 and name CB ) (segid 3A4 and resid 408 and name CA 
99 and name CB ) (segid 3A4 and resid 408 and name CB 
99 and name CB ) (segid 3A4 and resid 409 and name CA 15.51 
99 and name CB ) (segid 3A4 and resid 410 and name CA 14.49 
99 and name CB ) (segid 3A4 and resid 411 and name CA 14.94 
99 and name CB ) (segid 3A4 and resid 411 and name CB 14.01 
99 and name N ) (segid 3A4 and resid 100 and name C 4 
99 and name N ) (segid 3A4 and resid 100 and name CA 
99 and name N ) (segid 3A4 and resid 100 and name CB 
99 and name N ) (segid 3A4 and revid 100 and name N 
99 and name N ) (segid 3A4 and resid 100 and name O 
99 and name N ) (segid 3A4 and resid 101 and name C 
99 and name N ) (segid 3A4 and resid 101 and name CA 
99 and name N ) (segid 3A4 and resid 101 and name CB 
99 and name N ) (segid 3A4 and resid 101 and name CG 
99 and name N ) (segid 3A4 and resid 101 and name N ) 



99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB ) 
99 and name CB > 
99 and name CB ) 
99 and name CB ) 



16.07 
16.15 
16.88 
14.65 



12.63 
12.01 
12.35 
12.30 
11.96 
15.00 



16.64 
16.64 
18.07 
18.14 



10.41 
9.93 
9.83 
10.64 
12.35 



7.82 
6.68 
9.72 
10.60 



11.33 
9.90 
8.66 
13.01 
13.63 



0.26 
0.26 
0.26 
0.20 
0.20 
0.14 
0.19 
0.29 
0.36 
1.09 
1.24 
1.09 
1.69 
1.83 
0.91 
1.28 
0.96 
1.05 
1.31 
1.92 
1.32 
1.25 
0.81 
1.54 
0.18 
1.75 
2.39 
0.91 
0.69 
0.73 
0.65 
0.59 
1.68 
0.55 
0.76 
0.74 
1.03 
1.04 
1.65 
1.71 
1.26 
1.31 
0.42 
0.45 
0.38 
0.48 
0.62 
0.72 
0.70 
0.75 
0.70 
0.74 
0.67 
1.07 
1.04 
1.29 
1.27 
1.13 
1.42 
1.34 
1.55 
1.46 
1.67 
1.63 
1.76 
1.76 
1.78 
1.76 
1.75 
1.70 
1.53 
1-46 
1.47 
0.05 
0.04 
0.06 
0.03 
0.07 
0.06 
0.JL0 
0.20 
0.24 
0.07 



73 
23 
00 
82 
78 



4 

5 
2 
5 

5.70 
5.46 
5.62 
6.99 
4 .43 



0.25 
0.25 
0.27 
0.20 
0.20 
0.13 
0.20 
0.28 
0.36 
1.09 
1.24 
1.08 
1.68 
1.83 
0.90 
1.28 
0.96 
1.05 
1.30 
1.93 
1.33 
1.25 
0.80 
1.54 
0.18 
1.75 
2.39 
0.91 
0.69 
0.74 
0.65 
0.59 
1.68 
0.56 
0.76 
0.73 
1.04 
1.05 
1.65 
1.71 
1.25 
1.31 
0.41 
0.46 
0.38 
0.49 
0.61 
0.71 
0.71 
0.76 
0.69 
0.73 
0.68 
1.06 
1.04 
1.29 
1.26 
1.13 
1.41 
1.34 
1.55 
1.46 
1.68 
1.62 
1.76 
1.76 
1.77 
1.75 
1.75 
1.70 
1.53 
1.46 
1.47 
0.06 
0.04 
0.05 
0.04 
0.07 
0.06 
0.10 
0.20 
0.24 
0.07 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



60 



65 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assa gn 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



99 and name N 
99 and name N 
99 and name N 
99 and name M 
99 and name N 
99 and name N 
99 and name N 
99 and name H 
99 and name N 
99 and name N 
99 and name N 
99 and name N 
99 and name O 
99 and name O 
99 and name O 
99 and name O 
99 and name O 
99 and name O 
99 and name O 
99 and name O 



assign (segid 3A4 and resid 
assign tsegid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
a ^^„ {segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name 
(segid 3A4 and resid 99 and name O 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and xesid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3Afl and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
( segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (sogid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
80 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



o 
o 
o 
o 
o 

! O 

o 
o 
o 
c 
c 
c 
c 
c 
c 
c 



(segid 3A4 and resid 101 and name O ) 
(segid 3A4 and resid 102 and name C ) 
(segid 3A4 and resid 102 and name CA ) 
(segid 3A4 and resid 102 and name N ) 
(segid 3A4 and resid 102 and name O ) 
(segid 3A4 and resid 103 and name CA ) 
(segid 3A4 and resid 103 and name CB ) 
(segid 3A4 and resid 103 and name N ) 
(segid 3A4 and resid 99 and name C ) 
(segid 3A4 and resid 99 and name CA ) 
(segid 3A4 and resid 99 and name CB ) 
(segid 3A4 and resid 99 and name O ) 
(segid 3A4 and resid 100 and name C ) 
(segid 3A4 and tesid 100 and name CA ) 



(segid 3A4 and resid 100 and name CB 
(segid 3A4 and resid 100 and name N 
(segid 3A4 and resid 100 and name O 
(segid 3A4 and resid 101 and name C 
(segid 3A4 and resid 101 and name CA 



(segid 3A4 and resid 101 and name CB ) 



(segid 3A4 and resid 101 and name CG 

(segid 3A4 and resid 101 and name N 

(segid 3A4 and resid 101 and name O 

(segid 3A4 and resid 102 and name C 



99 and name 
99 and name 
99 and name 
99 and name 
99 and name 
99 and name 
99 and name 
99 and name 
99 and name 
9 and name 
9 and name 
9 and name 
9 and name 
9 and name 
9 and name 
9 and name 
9 and name C 
9 and name c 
9 and name C 
9 and name C 
9 and name C 
9 and name 
9 and name 
9 and name 
and name 
and name 
and name 
and name C 
and name C 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
_ end name CA J 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
and name CA > 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
_ and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 



9 
9 
9 
9 
9 
9 
9 
9 
9 
9 
9 



9 
9 
9 
9 
9 
9 
9 
9 
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(segid 3A4 and resid 102 and name CA ) 
(segid 3A4 and resid 102 and name N ) 
(segid 3A4 and resid 102 and name O ) 
(segid 3A4 and resid 103 and name C ) 
(segid 3A4 and resid 103 and name CA ) 
(segid 3A4 and resid 103 and name CB } 
(segid 3A4 and resid 103 and name N ) 
(segid 3A4 and resid 103 and name O ) 
(segid 3A4 and resid 104 and name C ) 
(segid 3A4 and lesid 104 and name CA ) 
(segid 3A4 and resid 104 and name CB ) 
(segid 3A4 and resid 104 and name N ) 
(segid 3A4 and resid 105 and name CB ) 
(segid 3A4 and resid 105 and name N ) 
(segid 3A4 and resid 106 and name N > 
(segid 3A4 and resid 99 and name CB J 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



6.89 
6.43 
5.57 
4.84 
7.62 
7.24 
7.03 
6.10 
2.47 
1.47 
2.42 
3.51 
2.93 
2.75 
4.24 
2.25 
3.33 
4.10 
4.40 
5.45 
6.65 
3.47 
4.99 
3.80 
3.76 
3.32 
4.98 
5.01 
3.8S 
3.55 
2.98 
6.14 
7.24 
6.41 
6.65 
5.05 
7.83 
6.92 



0.06 
0.07 
0.08 
0.06 
0.08 
0.12 
0.21 
0.08 
0.02 
0.01 
0.03 
0.04 
0.04 
0.03 



10 and name C ) 
10 and name CA ) 
10 and name CB ) 
10 and name N > 

10 and name O ) 

11 and name C ) 
11 and name CA ) 
11 and name CB ) 
11 and name N ) 

11 and name O ) 

12 and name C ) 
12 and name CA ) 
12 and name CB ) 
12 and name N ) 

12 and name O ) 

13 and name CA ) 
13 and name CB ) 
13 and name N ) 

9 and name CB ) 
9 and name 0 ) 
10 and name C ) 
10 and name CA > 
10 and name CB } 
10 and name N ) 

10 and name O ) 

11 and name C ) 
11 and name CA ) 
11 and name CB ) 
11 and name N ) 

11 and name 0 ) 

12 and name C ) 
12 and name CA ) 
12 and name CB ) 

12 and name N > 

13 and name CA ) 
13 and name CB ) 
13 and name N ) 
19 and name CA ) 

19 and name CB ) 
' 20 and name CA ) 

20 and name CB ) 

21 and name CA ) 
21 and name CB ) 



76 
32 
,04 
.44 
.73 
.33 
.94 
.53 
4.43 
5.16 
3.26 
5.65 
5.08 
4.56 
4.32 
3.78 
6.27 
5.46 
5.11 
4.48 
2.50 
1.24 
4.41 
3.83 
4.91 
2.45 
5.39 
5.42 
5.36 
5.75 
4.32 
6. 57 
5.95 
5.16 
4.56 
4.51 
6.68 
6.43 
5.58 
13.00 
14.16 
14.28 
15.72 
13.54 
12.38 



0.06 
0.06 
0.08 
0.05 
0.07 
0.12 
0.21 
0.08 
0.02 
0.01 
0.03 
0.03 
0.04 
0.03 
0.02 
0.02 
0.08 
0.09 
0.09 
0.10 
0.13 
0.10 
0.11 
0.09 
0.06 
0.09 
0.09 
0.16 
0.15 
0.21 
0.12 
0.16 
0.11 
0.16 
0.17 
0.16 
0.07 
0.05 
0.09 
0.06 
0.06 
0.02 
0.02 
0.02 
0.06 
0.18 
0.15 
0.13 
0.15 
0.21 
0.37 
0.19 
0.21 
0.19 
0.33 
0.59 
0.66 
0.52 
0.03 
0.02 
0.07 
0.03 
0.04 
0.03 
0.07 
0.24 
0.19 
0.19 
0.18 
0.25 
0.45 
0.33 
0.40 
0.30 
0.65 
0.71 
0-59 
1.93 
2.08 
1.24 
1.26 
0.97 
0.96 



02 
01 
.07 
.10 
.10 
0.09 
0.13 
0.10 
0.10 
0.10 
0.08 
0.10 
0.09 
0.16 
0.15 
0.20 
0.12 
0.16 
0.12 
0.15 
0.17 
0.16 
0.07 
0.05 
0.09 
0.07 
0.06 
0.02 
0.01 
0.01 
0.07 
0.18 
0.14 
0.13 
0.14 
0.20 
0.36 
0.19 
0.21 
0.19 
0.34 



59 

66 

,51 

.02 

.01 

.07 

.03 

.04 

.04 

.06 
0.25 
0.20 
0.19 
0.17 
0.26 
0.46 
0.33 
0.40 
0.31 
0.64 
0.72 
0.58 
1.93 
2.07 
1.23 

1.26 

0.98 

0.96 
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assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
5 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
10 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
15 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
20 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
25 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
30 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
35 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (seg'id 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and tesid 
40 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
45 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
65 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
70 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
75 assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A1 and resid 
80 assign (segid 3A4 and resid 
assign (segLd 3A4 and resid 
assign (segid 3A4 and resid 
assign (segid 3A4 and resid 



50 



55 



60 



9 and name CA ) 
9 and name CA 1 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA ) 
and name CA } 
and name CA ) 
and name CA ) 
and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
9 and name CA ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
and name CB ) 
_ and name CB ) 
9 and name CB ) 
9 and name CB ) 
9 and name CB ) 
9 and name CB ) 
9 and name CB ) 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and lesid 
(segid 3A1 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 



22 and name CA ) 

23 and name CA ) 

23 and name CB ) 

24 and name CA ) 
24 and name CB ) 
30 and name CA ) 



14-82 
13.35 
12.19 
15.84 
16.68 
16.11 
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(segid 3A4 and resid 314 and name CA ) 17.38 



15.53 
16.34 
15.11 
14.99 
16.12 



9 
9 
9 
9 
9 
9 
9 
9 
9 
9 
9 
9 
9 
9 
9 
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(segid 3A4 and resid 315 and name CA ) 
(segid 3A4 and resid 315 and name CB ) 
(segid 3A4 and resid 316 and name CA ) 
(segid 3A4 and resid 317 and name CA ) 
(segid 3A4 and resid 318 and name CA J __. 
(segid 3A4 and resid 318 and name CB ) 17.40 
(segid 3A4 and resid 319 and name CA ) 16.12 
(segid 3A4 and resid 319 and name CB ) 
(segid 3A4 and resid 31 and name CA ) 
(segid 3A4 and resid 31 and name CB ) 
(segid 3A4 and resid 322 and name CA ) 
(segid 3A4 and resid 32 and name CA ] 
(segid 3A4 and res id 32 and name CB ) 
(segid 3A4 and resid 33 and name CA ) 
(segid 3A4 and resid 33 and name CB ) 
(segid 3A4 and resid 343 and name CA ) 
(segid 3A4 and resid 343 and name CB ) 
(segid 3A4 and resid 344 and name CA ) 
(segid 3A4 and resid 344 and name CB ) 
(segid 3A4 and resid 345 and name CA ) _ 
(segid 3A4 and resid 345 and name CB ) 15.96 
(segid 3A4 and resid 346 and name CA ) 11.78 
(segid 3A4 and resid 346 and name CB J 10.50 
(segid 3A4 and resid 347 and name CA ) 13*82 
(segid 3A4 and resid 347 and name CB ) 14.87 
(segid 3A4 and resid 348 and name CA ) 11.50 
(segid 3A4 and resid 349 and name CA ) 
(segid 3A4 and resid 349 and name CB ) 
(segid 3A4 and resid 34 and name CA ) 
(segid 3A4 and resid 34 and name CB ) 
(segid 3A4 and resid 350 and name CA ) 
(segid 3A4 and resid 350 and name CB ) 
(segid 3A4 and resid 351 and name CA ) 
(segid 3A4 and resid 352 and name CA ) 
(segid 3A4 and resid 352 and name CB ) 
(segid 3A4 and resid 353 and name CA ) 
(segid 3A4 and resid 353 and name CB ) 
(segid 3A4 and resid 354 and name CA ) 
(segid 3A4 and resid 354 and name CB ) 
(segid 3A4 and resid 35 and name CA ) 
(segid 3A4 and resid 360 and name CA ) 
(segid 3A4 and resid 360 and name CB ) 
(segid 3A4 and resid 361 and name CA ) 
(segid 3A4 and resid 361 and name CB ) 
(segid 3A4 and resid 382 and name CB ) 
(segid 3A4 and resid 383 and name CA ) 
(segid 3A4 and resid 38 and name CB ) 
(segid 3A4 and resid 39 and name CB ) 
(segid 3A4 and resid 429 and name CA ) 
(segid 3A4 and resid 430 and name CA ) 
(segid 3A4 and resid 431 and name CA ) 15.90 
(segid 3A4 and resid 433 and name CA ) 14.95 
(segid 3A4 and resid 9 and name C ) 
(segid 3A4 and resid 9 and name CB ) 
(segid 3A4 and resid 9 and name 0 ) 
(segid 3A4 and resid 10 and name C ) 



17.32 
15.54 
16.64 
18.56 
12.60 
11.26 
13.51 
14.78 
17.71 
18.40 
14.95 
13.95 
14.66 



10.03 
9.53 
11.24 
10.17 
13.41 
14.46 
14.41 
12.19 
10.95 
13.33 
14.12 
15.09 
14.72 
13.74 
14.89 
13.96 
13.73 
12.94 
18.23 
18.56 
17.00 
16.45 
13.96 
14.02 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and re sad 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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9 and name CB* ) (segid 3A4 and resid 



10 and name CA ) 
10 and name CB ) 
10 and name N ) 

10 and name O ) 

11 and name C ) 
11 and name CA ) 
11 and name CB ) 

11 and name M ) 

12 and name CA ) 
12 and name CB ) 

12 and name N .) 

13 and name CA ) 
13 and name CB ) 
19 and name CA ) 

19 and name CB ) 

20 and name CA ) 

20 and name CB ) 

21 and name CA ) 

21 and name CB ) 

22 and name CA ) 



1.05 
1.14 
1.24 
1.35 
1.35 
1.16 
1.19 
1.43 
1.54 
1.51 
0.91 
1.68 
1.90 
1.28 
1.19 
0.89 
0.83 
0.83 
0.79 
0.83 
0.99 
0.95 
0.75 
0.62 
0.74 
0.86 
0.67 
0.73 
0.52 
0.42 
0.47 
0.41 
0.32 
1.23 
1.21 
1.46 
1.65 
1.56 
1.41 
1.45 
1.9B 
1.92 
2.44 
2.40 
2.75 
2.85 
1.92 
2.23 
2.29 
2.02 
2.12 
1.14 
0.82 
1.64 
1.28 
2.36 
1.28 
1.30 
1.76 
0.01 
0.02 
0.02 
0.05 
0.07 
0.12 
0.09 
0.07 
0.26 
0.16 
0.15 
0.13 
0.39 
0.49 
0.33 
0.74 
0.84 
1.88 
2.02 
1.18 
1.19 
1.05 
1.03 
1.26 



1.53 
1.52 
2.39 
5.45 
4.52 
5.41 
3.19 
6.39 
6.82 
6.73 
7.18 
5.57 
6.42 
5.67 
5.90 
7.49 
7.02 
13.97 
15.19 
14.97 
16.41 
14.01 
12.86 
14.96 



1.0b 
1.15 
1.23 
1.35 
1.35 
1.16 
1.19 
1.43 
1.54 
1.50 
0.92 
1.68 
1.91 
1.28 
1.19 
0.90 
0.82 
0.84 
0.79 
0.83 
0.99 
0.94 
0.76 
0.62 
0.74 
0.86 
0.66 
0.73 
0.51 
0.41 
0.47 
0.40 
0.32 
1.23 
1.21 
1.45 
1.66 
1.56 
1.41 
1.45 
1.98 
1.91 
2.44 
2.40 
2.74 
2.84 
1.92 
2.24 
2.30 
2.03 
2.13 
1.14 
0.83 
1.63 
1.28 
2.37 
1.28 
1.30 
1.77 
0.00 
0.01 
0.02 
0.05 
0.07 
0.12 
0.08 
0.07 
0.26 
0.16 
0.15 
0.12 
0.40 
0.49 
0.33 
0.73 
0.83 
1.87 
2.01 
1.19 
1.20 
1.04 
1.04 
1.27 
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10 



15 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
20 assign 
assign 
assign 
assign 
assign 
25 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
50 assign 
assign 
assign 
assign 
assign 
55 assign 
assign 
assign 
assign 
assign 
60 assign 
assign 
assign 
assign 
assign 
65 assign 
assign 
assign 
assign 
assign 
70 assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



30 



35 



40 



45 



75 



80 



(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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(segid 3A4 and resid 23 and name CA ) 
{segid 3A4 and resid 23 and name CB ) 
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(segid 3A4 and resid 
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(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
(segid 3A4 and resid 
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10 and name CA ) 
10 and name CB ) 
10 and name N ) 

10 and name O ) 

11 and name C ) 
11 and name CA ) 
11 and name CB ) 
11 and name N ) 

11 and name O ) 

12 and name C ) 
12 and name CA ) 
12 and name CB ) 



12 and name N 

13 and name N 
9 and name C 



9 and name CA ) 



9 and name CB ) 
9 and name O ) 
10 and name C ) 
10 and name CA ) 
10 and name CB ) 
10 and name N ) 

10 and name O ) 

11 and name C ) 
11 and name CA ) 
11 and name CB ) 
11 and name N ) 

11 and name O ) 

12 and name C ) 
12 and name CA ) 
12 and name CB ) 
12 and name N ) 

12 and name O ) 

13 and name C ) 
13 and name CA I 



13.18 
11. yB 
15.40 
16.60 
16.07 
15.40 
15.30 
16.15 
17.40 
16.13 
17.35 
15.13 
16.89 
12.93 
11.55 
14.13 
15.39 
17.87 
15.08 
13.99 
15.04 
16.37 
12.22 
10.98 
14.33 
15.30 
12.05 
10.85 
10.36 
12.10 
11.08 
14.28 
15.28 
15.23 
13.13 
11.84 
14.43 
15.21 
14.75 
14.93 
14.49 
13.70 
17.16 
13.25 
13.38 
15.44 
14.62 
4.66 
4.23 
5.04 
2.83 
5.80 
5.55 
5.21 
5.24 
4.24 
6.75 
6.68 
5.69 
5.26 
4.62 
6.43 
2.45 
1.46 
2.46 
3.49 
3.02 
2.75 
4.25 
2.24 
3.58 
4.12 
4.38 
5.34 
3.44 
5.10 
4.05 
3.76 
3.52 
3.25 
5.22 
5.51 
4.36 



Sb 
63 
.82 
.53 
.68 
.58 
.00 
.70 
1.95 
1.25 
1.18 
1.15 
1.03 
1.01 
1.10 
0.97 
0.90 
0.98 
0.95 
1.14 
0.55 
0.55 
0.42 
0.42 
0.38 
0.19 
0.59 
1.47 
1.41 
1.49 
1.69 
1.73 
1.55 
1.74 
2.35 
2.30 
2.69 
2.61 
1.94 
2.76 
2.55 
2.67 
1.27 
2.44 
1.56 
1.31 
1.76 
0.04 
0.05 
0.07 
0.06 
0.03 



1.54 
1.63 
1.83 
1.54 
1.68 
1.59 
0.99 
1.71 
1.94 
1.26 
1.18 
1.15 
1.03 
1.01 
1.11 
0.97 



.13 
.10 
.12 
.10 
.12 
0.34 
0.24 
0.37 
0.20 
0.44 
0.02 
.01 
.02 
.05 
.07 
.02 
0.03 
0.00 
0.10 
0.19 
0.14 
0.13 
0,13 
0.24 
0.38 
0.16 
0.12 
0.18 
0.34 
0.68 
0.67 



91 
97 
95 
.15 
.55 
.55 
0.43 
0.42 
0.38 
0.18 
0.58 
1.46 
1.42 
1.48 
1.69 
1.73 
1.54 
1.74 
2.35 
2.30 
2.70 
2.62 
1.93 
2.76 
2.55 
2.66 
1.27 
2.44 
1.57 
1.31 
1.76 
0.03 
0.04 
0.06 
0.05 
0.04 
0.13 
0.10 
0.11 
0.09 
0.12 
0.35 
0.24 
0.37 
0.20 
0.44 
0.02 
0.00 
0.01 
0.04 
0.06 
0.03 
0.02 
0.01 
0.09 
0.19 
0.15 
0.14 
0.13 
0.24 
0.38 
0.16 
0.13 
0.18 
0.34 
0.68 
0.68 
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assign t segid 3A4 end resid 
assign (segid 3A4 and resid 
assign (segxd 3A4 and resxd 



9 and name O 
9 and name 0 
9 and name O 



) {segid 3A4 and resid 
) (segid 3A4 and resid 
) (segid 3A4 and resid 



13 and name CB 
13 and name N 
9 and name CB 



) 4.12 0.76 0.75 
) 3.39 0.58 0.58 
) 3.27 0.07 0.07 



TABLE 4 



assign (resid 6 and name N> (resid 6 and name CA) 
10 (resid 6 and name C> (resid 7 and name N) 1 -35.9 16.2 2 

assign (resid 6 and name C> (resid 7 and name N > 

(resid 7 and name CA) (resid 7 and name C) 1 -64.1 7.1 2 
assign (resid 7 and name N) (resid 7 and name CA) 

(resid 7 and name C) (resid 8 and name N) 1 -34.4 2Z.5 Z 
15 assign (resid 7 and name C) (resid 8 and name H) 

(resxd 8 and name CA) (resid 8 and name C) 1 -66.5 18.2 2 
assign (resid 6 and name N) (resid 8 and name CA) 

(resid 8 and name C) (resxd 9 and name N) 1 -37.2 13-2 z 
assign (resid 8 and name C) (resxd 9 and name N) 
20 (resid 9 and name CA) (resxd 9 and name C) 1 -69-8 26.1 2 

assign (resid 9 and name N) (resid 9 and name CA) 

(resxd 9 and name C) (resxd 10 and name N) 1 -40.8 20.3 2 
assxgn (resxd 9 and name C) (resxd 10 and name N) 

(resid 10 and name CA) (resxd 10 and name C) 1 -66.3 5.1 2 
25 assign (resid 10 and name N) (resid 10 and name CA) 

(resxd 10 and name C) (resid 11 and name N) 1 -35.4 14.1 2 
assxgn (resxd 10 and name C) (resxd 11 and name N) 

(resxd 11 and name CA) (resxd 11 and name C) 1 -65.9 20.1 2 
assxgn (resxd 11 and name N) (resxd 11 and name CA) 
30 (resxd 11 and name C) (resxd 12 and name N) 1 -33.8 27.1 2 

assign (resid 11 and name C) (resid 12 and name M) 

(resid 12 and name CA) (resid 12 and name C) 1 -61.9 11.1 2 
assign (resid 12 and name N) (resid 12 and name CA) 

(resxd 12 and name C) (resid 13 and name N) 1 -41.0 13.3 2 
35 assxgn (resxd 12 and name C) (resxd 13 and name N) 

(resxd 13 and name CA) (resxd 13 and name C) 1 -65.3 21.4 2 
assxgn (resxd 19 and name N) (resxd 19 and name CA) 

(resxd 19 and name C) (resxd 20 and name N) 1 -28.8 21.6 2 
assign (resxd 19 and name C) (resxd 20 and name N) 
40 (resxd 20 and name CA) (resxd 20 and name C) 1 -135.9 26.0 2 

assxgn (resxd 20 and name N) (resxd 20 and name CA) 

(resxd 20 and name C) (resxd 21 and name N) 1 117.1 21.0 2 
assxgn desid 20 and name C) (resxd 21 and name H) 

(tesid 21 and name CA) (resxd 21 and name C) 1 -140.2 3 5.2 z 
45 assxgn (resxd 21 and name N) (resxd 21 and name CA) 

(resxd 21 and name C) (resxd 22 and name N) 1 161.8 24.1 2 
assxgn (resxd 21 and name C) (resxd 22 and name N) 

(resxd 22 and name CA) (resxd 22 and name C) 1 -100.1 37.5 Z 
assxgn (resxd 22 and name N) (resxd 22 and name CA) 
50 (resxd 22 and name C) (resxd 23 and name N) 1 141.1 15.3 2 

assxgn (resid 22 and name C) (resxd 23 and name N) 

(resxd 23 and name CA) (resxd 23 and name C) 1 -127.3 23.3 2 
assxgn (resxd 23 and name N) (resxd 23 and name CA) 

(resxd 23 and name C) (resxd 24 and name N) 1 155.6 31. S Z 
55 assxgn (resxd 23 and name C) (resxd 24 and name N) 

(resxd 24 and name CA) (resxd 24 and name C) 1-118.5 36.1 2 
assxgn (resxd 24 and name C) (resxd 25 and name N) 

(resxd 25 and name CA) (resxd 25 and name C) 1 -106.7 58.4 2 
assxgn (resxd 25 and name N) (resxd 25 and name CA) 
^0 (resxd 25 and name C) (resxd 26 and name N) 1 141.5 84.7 t 

assxgn (resxd 29 and name N) (resxd 29 and name CM , 2 

(resxd 29 and name C> (resid 30 and name N) 1 135.8 zo.z 2 
assxgn (resxd 29 and name C) (resxd 30 and name N) 

(resxd 30 and name CA) (resxd 30 and name C) 1-146.2 Z7.s* z 
65 assign (resxd 30 and name N) (resxd 30 and name CW 

(resid 30 and name C) (resid 31 and name N) 1 149.4 * 
assign (resid 30 and name C) (resid 31 and name N) 

(resid 31 and name CA) (resid 31 and name C) 1 -95.8 79. b z 
assign (resid 31 and name N) (resid 31 and name CA) 
70 (resid 31 and name C) (resid 32 and name N) 1 140.1 24.0 z 

assign (resid 31 and name C) (resid 32 and name N) 

(resid 32 and name CA) (resid 32 and name C) 1 -115.5 29. u t 
assign (resid 32 and name N) (resid 32 and name CA) 

I resid 32 and name C) (resid 33 and name N) 1 123.2 15.3 z 
75 assign (resid 32 and name C) (resid 33 and name N) 

(resid 33 and name CA) (resid 33 and name C) 1 -98.4 15.3 z 
assign (resid 33 and name N) (resid 33 and name CA) 

(resid 33 and name C) (resid 34 and name NJ 1 124.8 25.4 z 
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assign 



assign 



assign 



assign 



assign 
assign 



assign 



assign 



assign 



assign 



assign 



assign 



(resid 
(resid 
( resid 
(resid 
(resid 
(resid 
(resid 
( resid 
(resid 
(resid 
(resid 
( resid 
(resid 
(resid 
(resid 
( resid 
(resid 
(resid 
( cesid 
(resid 
( resid 
(resid 
(resid 
t resid 
( resid 
( resid 
(resid 
(resid 
( resid 
(resid 
(resid . 
(resid 
(resid 
(resid 
( resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(lesid 
(resid 
(resid 
(resid 
(resid 
[ resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
( resid 
(xesid 
(resid 
(resid 
(resid 
(resid 
Uesid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 



33 and name C) (resid 

34 and name CA) (resid 
34 and name N) (reaid 
34 and name C) (resid 

34 and name C) (resid 

35 and name CA) t resid 
35 and name N) (resid 

35 and name C) (resid 

36 and name N) (resid 
36 and name C) (resid 

36 and name C) (resid 

37 and name CA) (resid 



37 and name N) (xesid 
37 and name C) (resid 

37 and name C) (resid 

38 and name CA) (resid 
38 and name N) (resid 
38 and name C) (resid 

38 and name C) (resid 

39 and name CA) (resid 
39 and name N) (re3id 
39 and name C) (resid 

39 and name C) (resid 

40 and name CA) (resid 
40 and name N) (resid 
40 and name C) (resid 

40 and name C) (resid 

41 and name CA) (resid 
41 and name N) (resid 
41 and name C) (resid 

41 and name C) (resid 

42 and name CA) (resid 
54 and name N) (resid 
54 and name C) (resid 

54 and name C) (resid 

55 and name CA) (resid 
55 and name N) (resid 

55 and name C) (resid 

56 and name N) (resid 
56 and name C) (resid 

56 and name C) (resid 

57 and name CA) (resid 
57 and name N) (resid 
57 and name C) (resid 

57 and name C) (resid 

58 and name CA) (resid 

66 and name C) (resid 

67 and name CA) (resid 
67 and name N) (resid 
67 and name C) (resid 

67 and name C) (resid 

68 and name CA) (resid 
70 and name N) (resid 
70 and name C) (resid 

70 and name C) (resid 

71 and name CA) (resid 
71 and name N) (resid 
71 and name C) (resid 

71 and name C) (resid 

72 and name CA) (resid 

72 and name C) (resid 

73 and name CA) (resid 
73 and name N) (resid 
73 and name C) (resid 

73 and name C) (resid 

74 and name CA) (resid 
74 and name N) (resid 
74 and name C) (resid 

74 and name C) (res id 

75 and name CA) (resid 
75 and name N) (resid 
75 and name C) (resid 

75 and name C> (resid 

76 and name CA) (resid 
76 and name N) 
76 and name C) 

76 and name C) 

77 and name CA) 
77 and name N) 
77 and name C) 

77 and name C) 

78 and name CA) 



78 and 



N) (resid 



34 and name N) 

34 and name C) 

34 and name CA) 
3b and name N) 1 -20.8 

35 and name N) 

35 and name C) 1 -91-0 

35 and name CA) 

36 and name H) 1 150.2 20.8 2 

36 and name CA) 

37 and name N) 1 
37 and name N) 

37 and name C) 

37 and name CA) 

38 and name N) 1 -43.6 
38 and name H) 

38 and name C) 1 -71.0 

38 and name CA) 

39 and name N) 1 -37.5 
39 and name N) 

39 and name C) 1 -66.8 

39 and name CA) 

40 and name N) 1 -45.2 
40 and name N) 

40 and name C) 1 -60.5 

40 and name CA) 

41 and name N) 1 -41.0 
41 and name N) 

41 and name C) 1 -63.8 

41 and name CA) 

42 and name N) 1 -45.4 
42 and name M) 

42 and name C) 1 -64.6 

54 and name CA) 

55 and name N) 1 164.9 
55 and name N) 

55 and name C) 1 -67.1 

55 and name CA) 

56 and name N) 1-45.8 

56 and name CA) 

57 and name N) 1 -49.0 
57 and name N) 

57 and name C) 1 -63.6 

57 and name CA) 

58 and name N) 1 -35.0 
58 and name N) 

58 and name C) 
67 and name N) 

67 and name C) 

67 and name CA) 

68 and name N) 
68 and name N) 

68 and name C) 1 -75.2 

70 and name CA) 

71 and name N) 1 154.2 
71 and name N) 

71 and name C) 1 -96.5 

71 and name CA) 

72 and name N) 1 154.8 20.8 2 

72 and name 

72 and name C) 

73 and name N) 

73 and name C) 

73 and name CA) 

74 and name N) 3 
74 and name N) 

74 and name C) 1 -68.3 

74 and name CA) 

75 and name N> 1 -36.6 
75 and name N) 

75 and name C) 1 -58.1 

75 and name CA) 

76 and name N) 1 -55.2 
76 and name N) 

76 and name C) 1 -53.5 

76 and name CA) 

77 and name N) 1 -41.0 15.3 2 
77 and name N) 

77 and name C) 1 -69.2 5.8 2 

77 and name CA) 

78 and name H) 1 -45.5 15.4 2 
78 and name N) 

78 and norne C) 1 -68.5 13.0 2 
78 and name CA) 



1 -112.8 21.3 2 
27.2 2 



40.5 2 



-42.1 16.7 2 
1 -60.6 12.0 2 



11.6 2 

15.2 2 
12.3 2 

10.0 2 
9.2 2 
3-8 2 

17.3 2 
19.6 2 



5.8 2 

8.5 2 
13.0 2 
53.3 2 



11.4 2 



25.7 2 

33.9 2 
13.9 2 



1 -70.5 28.8 2 
1 -65.7 37.1 2 
1 -30.2 33.1 2 



19.4 2 
29.4 2 



30.8 2 



1 -59.7 18.1 2 
1 -78.2 35.2 ? 
-19,7 36.4 2 
36.1 2 



23.9 2 



10.1 2 



33.4 2 
26.2 2 



(resid 
(resid 
(resid 

(rosid 
(resid 
(resid 
(resid 
(resid 
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assign 
assign 
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assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



{res id 
(resid 
(resid 
(res id 
(resid 
(resid 
(resid 
{ resid 
( resid 
(resid 
(resid 
(resid 
(resid 
( resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
( resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 
(resid 



78 and name C) (resid 

78 and name C) (resid 

79 and name CA) (resid 
79 and name N) (resid 
79 and name C) (resid 

79 and name C) (resid 

80 and name CA) (resid 
80 and name N) (resid 
80 and name C) (resid 

80 and name C) t resid 

81 and name CA) (resid 
81 and name N) (resid 
61 and name C) (resid 

81 and name C) (resid 

82 and name CA) (resid 
82 and name N) (resid 
82 and name C) (resid 

82 and name C) (resid 

83 and name CA) (resid 
83 and name H) (resid 

83 and name C) ( resid 

84 and name N) 
84 and name C) 

84 and name C) 

85 and name CA) 



85 and name N) (resid 
85 and name C) (resid 

85 and name C) (resid 

86 and name CA) (resid 
94 and name N) (resid 
94 and name C) (resid 

94 and name C) (resid 

95 and name CA) (resid 
95 and name N) (resid 

95 and name C) (resid 

96 and name N) (resid 
96 and name C) (resid 

96 and name C) (resid 

97 and name CA) (resid 
97 and name N) (resid 
97 and name C) (resid 

97 and name C) (resid 

98 and name CA) (resid 
98 and name N) (resid 
98 and name C) (resid 

98 and name C) (resid 

99 and name CA) (resid 
99 and name N) (resid 
99 and name C) 
99 and name C) 



79 and name N) 1 -39.4 19.0 2 
79 and name H) 

79 and name C) 1 

79 and name CA) 

80 and name N) 1 -44.0 
80 and name N) 

80 and name C) 1 -57 

80 and name CA) 

81 and name N) 1 -40.1 
81 and name N) 

81 and name C> 1 -64.0 

81 and name CA) 

82 and name N) 1 -41.2 
82 and name N) 

82 and name C) 1 -82.3 

82 and name CA) 

83 and name N) 1 -30.5 
83 and name N) 

83 and name C) 1 -53.0 

83 and name CA) 

84 and name H) 1 
64 and name CA) 

85 and name N) 1 
85 and name N) 

85 and name C) 

85 and name CA) 

86 and name N) 1 -27.4 
86 and name N) 

86 and name C) 1 -96.8 

94 and name CA) 

95 and name N) 1 -18.1 
95 and name H) 

95 and name C) 1 -56.2 

95 and name CA) 

96 and name N) 1 

96 and name CA) 

97 and name N) 1 
97 and name N) 

97 and name C) 

97 and name CA) 

98 and name N) 1 -39.1 
98 and name N) 

98 and name C) 1 -60.4 

98 and name CA) 

99 and name N) 1 -43.0 
99 and name N) 

99 and name C) 1 -63.3 
99 and name CA) 

(resid 100 and name N) 1 -38.9 
(resid 100 and name M) 



(resid 
(resid 
(resid 
(resid 



63.8 13.2 2 
17.1 2 



8 13.3 2 



26.3 2 

15.2 2 
12.0 2 

39.9 2 
27.7 2 



16.2 2 



-38.9 17.2 2 
35.0 25.9 2 
1 -79.3 29.7 2 



20.9 2 
24.7 2 



28.6 2 
13.2 2 



-45.0 12.2 2 
-35.1 22.6 2 
1 -70.0 21.8 2 



24.2 2 
14.1 2 



13.7 2 



6.3 2 



9.9 2 



(resid 100 and name CA) (resid 100 and name C) 1 
(resid 100 and name H> (resid 100 and name CA) 
(resid 100 and name C) (resid 101 and name N) 1 -4 6 
(resid 100 and name C) (resid 101 and name M) 
(resid 101 and name CA) (resid 101 and name C> 
(resid 101 and name N) (resid 101 and name CA) 
(resid 101 and name C) (resxd 102 and name N) 
(resxd 101 and name C) (resid 102 and name N) 
(resid 102 and name CA) (resid 102 and name C> 1 -61.3 
(resxd 102 and name N) (resid 102 and name CA) 
(resid 102 and name C) (resxd 103 and name N) 1 • 
(resxd 102 and name C) (resid 103 and name N) 
(resid 103 and name CA) (resid 103 and name C) 1 
I resid 103 and name N) (resxd 103 and name CA) 
(resid 103 and name C) (resxd 104 and name N) 1 -42. B 
(resid 103 and name C) (resid 104 and name N) 
(resid 104 and name CA) (resid 104 and name C) 1 -61.8 
(resid 104 and name N) (resid 104 and name CA) 
(resxd 104 and name C) (resxd 105 and name N) 1 * 
(resxd 104 and name C) (resxd 105 and name N) 
(resxd 105 and name CA) (resxd 105 and name C) 1 
(resxd 105 and name N) (resxd 105 and name CA) 
(resxd 105 and name C) (resxd 106 and name N) 1-41. 
(resid 105 and name C) (resid 106 and name N) 
(resid 106 and name CA) (resid 106 and name C) 1 -65.9 
(resid 106 and name N) (resxd 106 and name CA) 
(resid 106 and name C) (resid 107 and name N) 1 -44.3 
assign (resid 106 and name C) (resid 107 and name N) 

(resid 107 and name CA) (resid 107 and name C) 
assign (resid 107 and name N) (resxd 107 and name CA) 

(resid 107 and name C) Ueaid 108 and name H) 1-44 
assign (resid 107 and name C) (resid 108 and name N) 

(resid 108 and name CA) (resid 108 and name C) 3 -60 



62.5 8.3 2 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



9.3 2 
65.0 14.8 2 



1 -40.8 10.6 2 
7.7 2 



41.8 11.6 2 
-65.7 9.2 2 



7.4 2 



7.8 2 



41.6 7.2 2 
-65.7 7.8 2 



6 14.3 2 
10.6 2 



5.5 2 



1 -60.0 5.8 2 
5 20.1 2 



9.1 2 



724 



10 



(resxd 10B and name N) (resxd 108 and name CA) 
(resid 108 and name C) (resxd 109 and name N) 1 
Uesid 108 and name C) (resxd 109 and name N) 
{resxd 109 and name CA) (resxd 109 and name C) 1 
(re&xd 109 and name N) (resxd 109 and name CA) 
(resxd 109 and name C) (resxd 110 and name N) 1 
(resxd 109 and name C) (resxd 110 and name N) 

(resid 110 and name CA) (resid 110 and name C) 1 -59.3 26.8 2 
(resxd 110 and name N) (resid 110 and name CA) 
(resxd 110 and name C) (resid 111 and name N) 1 -36.7 
(resxd 110 and name C) (resid 111 and name N) 
(resxd 111 and name CA) (resxd 111 and name C) 1-76.2 23.8 2 
(resxd 111 and name N) (resxd 111 and name CA) 
(resxd 111 and name C) (resxd 112 and name N) 1 
15 assign (resid 111 and name C) (resid 112 and name N) 
(resxd 112 and name CA) (resxd 112 and name C) 
(resid 119 and name C) (resid 120 and name N) 
(resid 120 and name CA) (resxd 120 and name C) 
(resxd 120 and name N) (resxd 120 and name CA) 
(resid 120 and name C> (resxd 121 and name N) 1 102.1 23. B 2 
(resid 120 and name C) (resxd 121 and name N) 



20 



assign 



assxgn 



assxgn 



assxgn 



assxgn 



assign 



assxgn 



assxgn 
assign 



-38.8 20.5 2 
-72.3 14.4 2 
-35.4 13.5 2 



24.8 2 



2.0 45.0 2 
1 -92.8 70.2 2 
1 -96.9 17.5 2 



25 



30 



35 



40 



45 



50 



55 



60 



65 



70 



75 



80 



assxgn 



assxgn 



assxgn 



assign 



(resid 121 and name CA) 
(resid 121 and name N) 
(resxd 121 and name C) 
(resxd 121 and name C) 
(resid 122 and name CA) 
(resid 122 and name N) 
(resid 122 and name C) 
(resxd 122 and name C) 
(resxd 123 and name CA) 



(resxd 121 and name C) 
(resxd 121 and name CA) 
(resid 122 and name N) 1 • 
(resxd 122 and name N) 

(resxd 122 and name C) 1 
(resid 122 and name CA) 
(resid 123 and name N) 1 
(re&xd 123 and name N) 
(resxd 123 and name C) 1 



1 -58.6 17.3 2 



31.7 26.0 2 
-64.1 21.7 2 
-51.5 25.4 2 
-69.8 10.8 2 



assxgn 



assxgn 



assxgn 



assxgn 



assxgn 



assxgn 



-41.3 35.6 2 
29.8 2 



1 -21-4 17.3 2 
-119.8 69.2 2 



assxgn 



assign 



assxgn 



assxgn 



assxgn 



assxgn 



assxgn 



(resxd 123 and name N) (re&xd 123 and name CA) 
(resxd 123 and name C) (resxd 124 and name N) 1 
(xesid 123 and name C) (resid 124 and name N) 
(resid 124 and name CA) (resxd 124 and name C) 1 -78.5 
(resid 124 and name N) (resxd 124 and name CA) 
(resxd 124 and name C) (resid 125 and name N) 
(resid 124 and name C) (resxd 125 and name N) 
(resxd 125 and name CA) (resxd 125 and name C) X 
(resxd 125 and name N) (resxd 125 and name CA) 
(resid 125 and name C) (resid 126 and name N) I -50.0 42.1 2 
(resid 125 and name C) (re&id 126 and name N) 

(resxd 126 and name CA) (resxd 126 and name C) 1 -65.6 33.2 2 
(resid 126 and name N) (resid 126 and name CA) 
(resid 126 and name C) (re&id 127 and name N) 1 -29.0 17.1 2 
(resxd 126 and name O (re&id 127 and name N) 
(resid 127 and name CA) (resxd 127 and name C) 1 -73.0 
(resxd 127 and name N) (re&xd 127 and name CA) 
(resid 127 and name C) (resid 128 and name N) 1 -49.3 
(resid 127 and name C) (resid 128 and name N) 

(resid 128 and name CA) (resid 128 and name C) 1 -64.0 26.8 2 
(resid 128 and name CA) 
(resid 129 and name N) 1 -44.4 
(resid 129 and name N) 

(resid 129 and name C) 1 -57.0 
(resxd 129 and name CA) 
(resxd 130 and name N) 1 -54.6 
(resid 130 and name N) 
(resid 130 and name C) 1 -63.6 



(resxd 128 and name N) 
(resxd 128 and name c) 
(resxd 128 and name C) 
(resxd 129 and name CA) 
(resxd 129 and name N) 
(resxd 129 and name C) 
(resxd 129 and name C) 
(resxd 130 and name CA) 



14.1 2 
16.7 2 



10.4 2 
18.5 2 



26.4 2 
8.6 2 



assxgn 



assxgn 



assxgn 



assign 



assxgn 



assxgn 



assxgn 



assxgn 



a&sxgn 



assxgn 



assign 
assign 
assign 



-35.7 12.2 2 



8.1 2 



(resxd 130 and name N) (resid 130 and name CA) 
(resxd 130 and name C) (resxd 131 and name N) 1 
(resxd 130 and name C) (resxd 131 and name H) 

(resxd 131 and name CA) (resid 131 and name C) 1 -67.8 6.2 2 
(resxd 131 and name N) (resid 131 and name CA) 
(resxd 131 and name C) (resxd 132 and name N) 1—44.1 16.1 2 
(resxd 131 and name C) (resxd 132 and name N) 
(resxd 132 and name CA) (resxd 132 and name C) 1 -61.2 
(resxd 132 and name N) (resxd 132 and name CA) 
(xesxd 132 and name C) (resxd 133 and name N) 1 -40.6 10.4 2 
(resxd 132 and name C) (resid 133 and name N) 
(resid 133 and name CA) (resid 133 and name C) 1 -66.7 9.0 2 
(resid 133 and name N) (resid 133 and name CA) 
(resid 133 and name C) (resid 134 and name N) 1 -44.0 
(resxd 133 and name C) (resxd 134 and name N) 
(re&id 134 and name CA) (resxd 134 and name C) 1-63.8 8.3 2 
(resxd 134 and name N) (resid 134 and name CA)* 
(resxd 134 and name C) (resxd 135 and name N) 1 -39.4 10.2 2 
(resxd 134 and name C) (resid 135 and name N) 
(resxd 135 and name CA) (resxd 135 and name C) 1 -66.5 
(resxd 135 and name H) (resxd 135 and name CA) 
(xesxd 135 and name C) (resxd 136 and name N) 1 -41.4 
(resxd 135 and name C) (resid 136 and name N) 
(resid 136 and name CA) (resid 136 and name C) 
(resid 136 and name N) (resid 136 and name CA) 



17.7 2 



15.7 2 
13.1 2 



1 -69.1 16.9 2 
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assign 
assign 



assign 



assign 



assign 



assign 



assign 



assign 
assign 



assign 



assign 



assign 



assign 



(resid 136 and name C) Uesid 137 and name N) 1 -33.5 21.3 2 
(resid 136 and name C) (xesid 137 and name N) 
(resid 137 and name CA) (resid 137 and nam* C) 
(resid 137 and name N) (resid 137 and name CA) 
(resid 137 and name C) (resid 138 and name N) 1 
(resid 137 and name C) (resid 138 and name N) 
(resid 138 and name CA) (resid 138 and name C) 
(resid 138 and name N) (resid 138 and name CA) 
(resid 138 and name C) (resid 139 and name N) 1 - 
(resid 138 and name C) (resid 139 and name N) 
(resid 139 and name CA) (resid 139 and name C) 1 
(resid 139 and name N) (resid 139 and name CA) 
(resid 139 and name C) (resid 140 and name N) 1 
(resid 139 and name C) (resid 140 and name N) 
(resid 140 and name CA) (resid 140 and name C) 1 
(resid 140 and name N> (resid 140 and name CA) 
(resid 140 and name C) (resid 141 and name N) 1 
(resid 141 and name N) 

(resid 141 and name C) 1 
(resid 147 and name CA) 
(resid 148 and name N) 1 
(resid 148 and name CA) 
(resid 149 and name N) 1 
(resid 149 and name CA) 
(resid 150 and name N) 1 
(resid 150 and name N) 
(resid 150 and name C) 



(resid 140 and name C) 
(resid 141 and name CA) 
(resid 147 and name N) 
(resid 147 and name C) 
(resid 148 and name N) 
(resid 148 and name C) 
(resid 149 and name N) 
(resid 14 9 and name C) 
(resid 149 and name C) 
(resid 150 and name CA) 



1 -74.7 38.0 2 



41.3 24.7 2 



1 -94.8 51.9 2 
17.5 48.8 2 

89.3 54.2 2 
19.5 40.1 2 
-93.3 37.3 2 
138.9 30.9 2 



-85.4 53.6 2 
-43.4 28.0 2 
-10.2 79.0 2 
-23.2 50.0 2 



1 -54.0 10.8 2 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



(resid 151 and name N) (resid 151 and name CA) 
(resid 151 and name C) (resid 152 and name N) 1 -47.9 
(resid 151 and name C) (re3id 152 and name N) 
(resid 152 and name CA) I resid 152 and name C) 1-61.9 
(resid 152 and name N) (resid 152 and name CA) 
(resid 152 and name C) (resid 153 and name N) 1 -47.4 
(resid 152 and name C) (resid 153 and name N) 
(resid 153 and name CA) (resid 153 and name C) 1 -64 
(resid 153 and name N> (resid 153 and name CA) 
(resid 153 and name C) (resid 154 and name N) 1 -36.0 
(resid 153 and name C) (resid 154 and name N) 
(resid 154 and name CA) (resid 154 and name C) 1 -62.0 
(resid 154 and name N) (resid 154 and name CA) 
(resid 154 and name C) (resid 155 and name N) 1 -41.2 
(resid 154 and name C) (resid 155 and name N) 
(resid 155 and name CA) (resid 155 and name C) 1 -65.3 
(resid 155 and name N) (resid 155 and name CA) 
(resid 155 and name C) (resid 156 and name N) 1 -45.5 
(resid 155 and name C) (resid 156 and name N) 
(resid 156 and name CA) (resid 156 and name C) 1 -58.6 
(resid 156 and name CA) 
(resid 157 and name N) 1 -4 6.8 
(resid 157 and name N) 

(resid 157 and name C) 1 -65.8 
(resid 157 and name CA) 
(resid 158 and name N) 1 -41.9 
(resid 158 and name N) 
(resid 158 and name C) 1 -65.8 



assign 



assign 



(resid 156 and name N) 
(resid 156 and name C) 
(resid 156 and name C) 
(resid 157 and name CA) 
(resid 157 and name N) 
(resid 157 and name C) 
(resid 157 and name C) 
[ res id 158 and name CA) 



6.4 2 
18.9 2 



18.9 2 



0 11.8 2 
19.8 2 



18.2 2 
8.0 2 



6.6 2 
23.3 2 



18.5 2 
8.6 2 



20.2 2 
9-7 2 



20.5 2 



(resid 158 and name N) 
(resid 158 and name C) 
(resid 158 and name C> 



(resid 158 and name CA) 
(resid 159 and name N) 1 
(resid 159 and name N) 



-42.8 11.4 2 



80 



(resid 159 and name CA) 
assign (resid 159 and name N) 
(resid 159 and name C) 
assign (resid 159 and name C) 

(resid 160 and name CA) 
assign Uesid 160 and name N) 
(resid 160 and name C) 
assign (resid 160 and name C) 

(resid 161 and name CA) 
assign (resid 187 and name N) 
(resid 187 and name C) 
assign (resid 187 and name C> 

(resid 188 and name CA) 
assign (resid 188 and name N) 
(resid 188 and name C) 
assign (resid 188 and name C) 

(resid 189 and name CA) 
assign (resid 189 and name N) 
(resid 189 and name C) 
assign (resid 189 and namo C) 

(resid 190 and name CA) 
assign (resid 190 and name N) 
(resid 190 and name C) 
assign (resid 191 and name N) 
(resid 191 and name C) 



(resid 159 and name C) 1 -65.0 21.2 2 
(resid 159 and name CA) 
(resid 160 and name N) 1 -43.7 26.1 2 
(resid 160 and name N) 

(resid 160 and name C) 1 -66.8 16.2 2 
(resid 160 and name CA) 
(resid 161 and name N) 1 -36.5 18.1 2 
(resid 161 and name N) 

(resid 161 and name C) 1 -85.0 26.8 2 
(resid 187 and name CA) 
(resid 188 and name N) 1 -49.2 18.5 2 
(resid 188 and name N) 

(resid 188 and name C) 1 -58.5 18.6 2 
(resid 188 and name CA) 
(resid 189 and name N) 1 -39.6 9.8 2 
(resid 189 and name N) 

(resid 189 and name C) 1 -68.8 15.5 2 
(resid 189 and name CA) 
(tesid 190 and name N) 1 -43.8 28.8 2 
(resid 190 and name N) 

(tesid 190 and name C) 1 -62.4 12.7 2 
desid 190 and name CA) 
(resid 191 and name N) 1 -43.6 9.5 2 
(resid 191 and name CA) 
Iresid 192 and name N) 1 -43.7 11.1 2 
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SO 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



Ueoid 191 and name C) (resid 192 and name N) 
Uesid 192 and name CA) (resid 192 and name C) 1 -62.8 
(resid 192 and name N) (resid 19? and name CA) 
Uesid 192 and name C) (resid 193 and name N) 1 -38.1 
(resid 192 and name C) (resid 193 and name N) 
(tesid 193 and name CA) (resid 193 and name C) 1 -63.7 
(resid 193 and name N) (resid 193 and name CA) 
(resid 193 and name C) (resid 194 and name N) 1 -44.8 
(resid 193 and name C) (resid 194 and name N) 
(resid 194 and name CA) I resid 194 and name C) 1 -63.6 
(resid 194 and name N) (resid 194 and name CA) 
(resid 194 and name C) (resid 195 and name N) 1 -46.5 
(resid 194 and name C) (resid 195 and name N) 
(resid 195 and name CA) (resid 195 and name C) 1 -59.4 
(resid 195 and name N) (resid 195 and name CA) 
(resid 195 and name C) (resid 196 and name N) 1 -40.3 
(resid 195 and name C) (resid 196 and name N) 
(resid 196 and name CA) (resid 196 and name C) 1 -64.8 
(resid 196 and name N) Uesid 196 and name CA) 
(resid 196 and name C) (resid 191 and name N) 1 -46.6 
(resid 196 and name C) {resid 191 and namo N) 
(tesid 191 and name CA) (resid 197 and name C) 1 -56.8 
(resid 191 and name N) (resid 191 and name CA) 
(resid 197 and name C) (resid 198 and name N) 1 -41.9 
Uesid 191 and name C) (resid 198 and name N) 
(resid 198 and name CA) (resid 198 and name C) 1 -66.3 
(resid 198 and name N) (resid 198 and name CA) 
Uesid 198 and name C) (resid 199 and name N) 1-42.5 
(resid 198 and name C) (resid 199 and name N) 
(resid 199 and name CA) (resid 199 and name C) 1 -54.1 
(resid 199 and name N) (resid 199 and name CA) 
(resid 199 and name C) (resid 200 and name N) 1-41.6 
(resid 199 and name C) (resid 200 and name N) 
(resid 200 and name CA) (resid 200 and name C) 1 -66.5 
(resid 200 and name N) Uesid 200 and name CA) 
(resid 200 and name C) Uesid 201 and name N) 1 -38.8 
(resid 200 and name C) (resid 201 and name N) 
(resid 201 and name CA) (resid 201 and name C) 1 -64.9 
(resid 201 and name N) (resid 201 and name CA) 
(resid 201 and name C) (resid 202 and name N) 1 -44.1 
(resid 201 and name C) (resid 202 and name N) 
(resid 202 and name CA) (resid 202 and name C) 1 -60.4 
(resid 202 and name N) (resid 202 and name CA) 
(resid 202 and name C) (resid 203 and name N) 1 -43.3 
(resid 202 and name C) (resid 203 and name N) 
(resid 203 and name CA) (resid 203 and name C) 1 -62.0 
(resid 203 and name N) (resid 203 and name CA) 
(resid 203 and name C) (resid 204 and name N) 1 -41.2 
(resid 203 and name C) (resid 204 and name N) 
(resid 204 and name CA) (resid 204 and name C) 1 -63.1 
(resid 204 and name N) (resid 204 and name CA) 
(resid 204 and name C) Uesid 205 and name N) 1 -34.5 
(resid 204 and name C) (resid 205 and name N) 
(resid 205 and name CA) (resid 205 and name C) 1 -15.5 
(resid 205 and name N) (resid 205 and name CA) 
(resid 205 and name C) (resid 206 and name N) 1 -24.5 
(resid 205 and name C) (resid 206 and name N) 
(resid 206 and name CA) (resid 206 and name C) 1 -14.5 
(resid 206 and name N) (resid 206 and name CA) 
(resid 206 and name C) (resid 201 and name N) 1 -32.5 
(resid 206 and name C) (resid 201 and name N) 
(resid 201 and name CA) (resid 201 and name C) 1 -81. 
(resid 219 and name N) (resid 219 and name CA) 
(resid 219 and name C) (resid 220 and name H) 1 167.2 
(resid 219 and name C) (resid 220 and name N) 
(resid 220 and name CA) (resid 220 and name C) 1 -58.5 
(resid 220 and name M) Uesid 220 and name CA) 
(resid 220 and name C) (resid 221 and name N) 1 -42.0 
(resid 220 and name C) (resid 221 and name N> 
Uesid 221 and namo CA) (resid 221 and name C) 1 -60.6 
(resid 221 and name N) (resid 221 and name CA) 
(resid 221 and name C) (resid 222 and name N) 1 -44.8 
(resid 221 and name C) (resid 222 and name N) 
(resid 222 and name CA) (resid 222 and name C) 1 -61.7 
(resid 22? and name N) (resid 222 and name CA) 
(resid 222 and name C) (resid 223 and name N) 1 -40.9 
(resid ?22 and name C) (resid 223 and name N) 
(resid ?23 and name CA) (resid 223 and name C) 1 -64.3 
(resid 223 and name N) (resid 223 and name CA) 
(resid 223 and namo C) (resid 724 and name N) 1 -42.6 
(resid 223 and name C) Uesid "4 and name N> 
(resid 224 and name CA) (resid 224 and name C) 1 -68.1 
(resid 224 and name W) (resid 224 and name CA) 



8.5 2 
16.2 2 

4.9 2 
7.1 2 

7.9 2 
19.5 2 

18.1 2 

7.6 2 
7.6 2 

21.4 2 

24.2 2 
10.8 2 

8.1 2 

16.8 2 
19.4 2 

20.9 2 
9.1 2 

17.8 2 

23.6 2 
13.4 2 
10.6 2 
8.9 2 

9.1 2 
7.9 2 



5.2 2 



15.7 2 
10.2 2 

22.8 2 
15.7 2 

16.8 2 
8 32.8 2 
4.7 2 
25.6 2 
23.0 2 



14.5 2 
15.5 2 

15.3 2 
8.9 2 

6.6 2 
17.2 2 

12.4 2 



727 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 
assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



(resid 224 and name C) (resid 225 and name N) 1 -40.9 30.3 2 

(resid 224 and name C) (resid 225 and name H) 

( resid 225 and name CA) (resid 225 and name C) 1 -61.3 25.1 2 

(resid 225 and name N) (resid 225 and name CA) 

(resid 225 and name C) (resid 226 and name N) 1 -40.7 20.8 2 

(resid 225 and name C) (resid 226 and name N) 

(resid 226 and name CA) (resid 226 and name C> 1 -90.7 31.1 2 
(resid 240 and name N) (resid 240 and name CA) 
(resid 240 and name C) (resid 241 and name N) 1 158.2 24.5 2 
(resid 240 and name C) (resid 241 and name N) 

(resid 241 and name CA) (resid 241 and name C) 1 -58.3 12.4 2 
(resid 241 and name N) (resid 241 and name CA) 
(resid 241 and name C) (resid 242 and name N) 1 -35.4 14.3 2 
(resid 241 and name C) (resid 242 and name N) 

(resid 242 and name CA) (resid 242 and name C) 1 -69.5 22.6 2 
(resid 242 and name N) (resid 242 and name CA) 
(resid 242 and name C) (resid 243 and name M) 1 -40.7 12.7 2 
(icsid 242 and name C) (resid 243 and name N) 
(resid 243 and name CA) (resid 243 and name C) 1-66.8 
(resid 243 and name N) (resid 243 and name CA) 
(resid 243 and name C) (resid 244 and name N) 1 -41.0 
(resid 243 and name C) (resid 244 and name N) 
(resid 244 and name CA) (resid 244 and name C) 1-59.4 
(resid 244 and name N) (resid 244 and name CA) 
(resid 244 and name C) (resid 245 and name N) 1 -48.2 
(tesid 244 and name C) (resid 245 and name N> 
(resid 245 and name CA) (resid 245 and name C) 1 -59.5 
(resid 245 and name N) (resid 245 and name CA) 
(resid 245 and name C) (resid 216 and name N) 1 -45.0 
(resid 245 and name C) (resid 246 and name N) 
(resid 246 and name CA) (resid 246 and name C) 1 -63.4 
(resid 246 and name N) (resid 246 and name CA) 
(resid 24 6 and name C) (resid 247 and name N) 1 -37.0 
(resid 246 and name C) (resid 247 and name N) 
(resid 247 and name CA) (resid 247 and name C) 1 -67.5 
(resid 247 and name N) (resid 247 and name CA) 
(resid 247 and name C) (resid 248 and name N) 1 -46.9 
(resid 247 and name C) (resid 248 and name N) 
(resid 248 and name CA) (resid 248 and name C) 1 -59.2 
(resid 248 and name N) (resid 248 and name CA) 
(resid 248 and name C) (resid 249 and name N) 1 -39.5 
(resid 248 and name C) (resid 249 and name N) 
(resid 249 and name CA) (resid 249 and name C) 1 -65.8 
(resid 249 and name CA) 
(resid 250 and name N) 1 -42.4 
(resid 250 and name N) 

(resid 250 and name C) 1 -65.6 
(resid 250 and name CA) 
(resid 251 and name N) 1 -40.7 
(resid 251 and name N) 
(resid 251 and name C) 1 -63.2 5.8 2 



(resid 249 and name N) 
(resid 249 and name C) 
(resid 249 and name C) 
(resid 250 and name CA) 
(resid 250 and name N) 
(resid 250 and name C) 
ties id 250 and name C) 
(resid 251 and name CA) 



13.1 2 
7.8 2 
10.8 2 



24.1 2 



24.8 2 
11.6 2 



10.6 2 
14.7 2 



10.5 2 



8.1 2 



6.5 2 
17.1 2 
15.2 2 
9.3 2 

6.9 2 
11.6 2 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(resid 251 and name CA) 
(resid 252 and name N) 1 -41.6 
(resid 252 and name N) 



(resid 251 and name N) 
(resid 251 and name C) 
(resid 251 and name C) 
(resid 252 and name CA) 
(resid 252 and name N) 
(resid 252 and name C) 
(resid 252 and name C) 
(resid 253 and name CA) 
(resid 253 and name N) 
(resid 253 and name C) 
(resid 253 and name C) 
(resid 254 and name CA) 
(resid 254 and name N) 
(resid 254 and name C) 
(res id 254 and name C) 

(resid 255 and name CA) (resid 255 and name C) 
(resid 255 and name N) (resid 255 and name CA) 
(resid 255 and name C) (resid 256 and name N) 1 - 
(resid 255 and name C) (resid 256 and name N) 
(resid 256 and name CA) (resid 256 and name C) 1 
(resid 256 and name N) (resid 2S6 and name CA) 
(resid 256 and name C) (resid 257 and name N) 1 - 
(resid 2S6 and name C) (resid 257 and name N) 
(resid 257 and name CA) (resid 257 and name C) 1 
(resid 257 and name N) (resid 257 and name CA) 
(resid 257 and name C) (resid 258 and name N) 1 
(resid 257 and name C) (resid 258 and name N) 
(resid 258 and name CA) (resid 258 and name.C) 1 
(resid 258 and name H) (resid 258 and name CA) 
(resid 258 and name C) (resid 259 and name N) 1-49.5 
(resid 258 and name C) (resid 259 and name M) 
(resid 259 and name CA) (resid 259 and name C) 1 



22.1 2 



1 -64.6 19.2 2 



9.7 2 
19.3 2 



(resid 252 and name C) 
(resid 252 and name CA) 
(resid 253 and name N) 1 -53.5 
(resid 253 and name N) 

(resid 253 and name C) 1 -67.5 
(resid 253 and name CA) 
(resid 254 and name H> 1 -42.2 24.7 2 
(resid 254 and name N) 

(resid 254 and name C) 1 -67.7 20.4 2 
(resid 254 and name CA) 
(resid 255 and name N) 1 -35.2 22.1 2 
(resid 255 and name N) 

1 -87.2 46.4 2 



18.2 36.7 2 
-89.2 37.3 2 
47.2 24-2 2 
-70.3 39.1 2 
•37.1 43.9 2 
-67.7 43.X 2 
24.3 2 



-65.8 14.5 2 
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50 



55 



60 



65 



assign 



assign 



assign 



assign 
assign 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



-38.6 7.5 2 
-62. 1 17.8 2 



12.2 2 
9.0 2 



24.2 2 
22.1 2 



14.6 2 



8.7 2 
13.4 2 



6.7 2 



-42.5 10.0 2 



16.1 2 
12.8 2 
9.2 2 
9.2 2 



70 



75 



80 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



assign 



(res id 259 and name N) (resid 259 and name CA> 
(resid 2S9 and name C) tresid 260 and name N) 1 
(resid 259 and name C) (resid 260 and name N) 
(res id 260 and name CA) (resid 260 and name C) 1 
(resid 260 and name N) (resid 260 and name CA) 
(resid 260 and name C) (resid 261 and name N) 1 -46.5 
(resid 260 and name C) (resid 261 and name N) 
(resid 261 and name CA) (resid 261 and name C) 1 -63.0 
(resid 261 and name N) (resid 261 and name CA) 
(resid 261 and name C) (resid 262 and name N) 1 -39.5 
(resid 261 and name C) (resid 262 and name N) 
(resid 262 and name CA) (resid 262 and name C) 1 -63.4 
(resid 262 and name N) (resid 262 and name CA) 
(resid 262 and name C) {resid 263 and name N) 1 -44.5 
(resid 262 and name C) (resid 263 and name N) 
(resid 263 and name CA) (resid 263 and name C) 1 -63.2 
(resid 263 and name M) (resid 263 and name CA) 
(resid 263 and name C) (resid 264 and name N) 1 -41.8 
(resid 263 and name C) (resid 264 and name N) 
(resxd 264 and name CA) (resid 264 and name C) 1 -65.5 
(resid 264 and name N) (resid 264 and name CA) 
I resid 264 and name C) (resid 265 and name N) 1 
(resid 264 and name C) (resid 265 and name N) 
(resid 265 and name CA) (resid 265 and name C) 1 -64. 
(resid 265 and name N) (resid 265 and name CA) 
(resid 265 and name C) (resid 266 and name N) 1 -40.7 
(resid 265 and name C) (resid 266 and name N) 
(resid 266 and name CA) (resid 266 and name C) 1 -61.0 
(resid 266 and name N) (resid 266 and name CA) 
(resid 266 and name C) (resid 267 and name N) 1 -44.5 
(resid 266 and name C) (revid 267 and name N) 
(resid 267 and name CA) (resid 267 and name C) 1 -65.5 
(resid 267 and name N) (resid 267 and name CA) 
(resid 267 and name C) (resid 268 and name N) 1 -40.8 
(resid 267 and name C) (resid 268 and name N) 
(resid 268 and name CA) (resid 268 and name C) 1 -59.5 
(resid 268 and name N) (resid 268 and name CA) 
(resid 268 and name C) (resid 269 and name N) 1-45.5 
(resid 268 and name C) (resid 269 and name N) 
(resid 269 and name CA) (resid 269 and name C) 1 -64.5 
(resid 269 and name N) (resid 269 and name CA) 
(resid 269 and name C) (resid 270 and name N) 1 -42 
(resid 269 and name C) (resid 270 and name N) 
(resid 270 and name CA) (resid 270 and name C) 1 
(resid 270 and name M) (resid 270 and name CA) 
(resid 270 and name C) (resid 271 and name H) 1 -33-8 
(resid 270 and name C) (resid 271 and name N) 
(resid 271 and name CA) (resid 271 and name C) 1 
(resid 271 and name H) (resid 271 and name CA) 
(resid 271 and name C) (resid 272 and name N) 1 -34.6 
(resid 271 and name C) (resid 272 and name N) 
(resid 272 and name CA) (resid 272 and name C) 
(resid 272 and name C) (resid 273 and name N) 
(resid 273 and name CA) (resid 273 and name C) 
(resid 273 and name N) (resid 273 and name CA) 
(resid 274 and name N) 1 
(resid 274 and name CA) 
(resid 275 and name N) 1 
(resid 275 and name N) 
(resid 275 and name CA) (resid 275 and name C) 1 -65.9 
(resid 275 and name N) (resid 275 and name CA) 
(resid 275 and name C) (resid 276 and name N) 1 -34.8 
(resid 275 and name C) (resid 276 and name N) 
(resid 276 and name CA) (resid 276 and name C) 1 -72.1 
(resid 276 and name N) (resid 276 and name CA) 
(resid 276 and name C) (resid 277 and name N) 1 -41.2 
(resid 276 and name C) (resid 277 and name N) 
(resid 277 and name CA) (resid 277 and name C) 1 -60.0 
(resid 277 and name N) (resid 277 and name CA) 
(resid 277 and name C) (resid 278 and name N) 1 -41.8 
(resid 277 and name -C) (resid 278 and name N) 
(resid 278 and name CA) (resid 278 and name C) 1 -64.3 
(resid 278 and name N> (resid 278 and name CA) 
(resid 278 and name C) (resid 279 and name N) 1 -44.2 
(reaid 278 and name C) (resid 279 and name H) 
(resid 279 and name CA) (resid 279 and name C> 1 -60.6 
(resid 279 and name N) (resid 279 and name CA) 
(resid 279 and name C) (resid 280 and name N) 1 -42.4 
(resid 279 and name C) (resid 280 and name N) 
(resid 280 and name CA) (resid 280 and name C) 1 -66.0 
(resid 280 and name N) (resid 280 and name CA) 
(resid 280 and name C) (resid 281 and name N) 1 -41.0 
(resid 280 and name C) (resid 281 and name H) 



8.3 2 



6.2 2 



11.1 2 



10.3 2 



6.2 2 



6 13.8 2 
67.2 7.0 2 



10.2 2 



-69.3 15.4 2 



11.7 2 



1 -81.1 19.6 2 
1 -131.8 7.2 2 



(resid 273 and name C) 
(resid 274 and name N) 
(resid 274 and name C) 
(resid 274 and name C) 



76.1 



5.8 2 



30.6 26.0 2 



12.8 2 



10.0 2 



8.9 2 
9.4 2 



4.6 2 



7.5 2 
12.1 2 
5.4 2 
6.6 2 



10.3 2 



9.3 2 
6.9 2 



729 



5.8 2 



(resid 281 and name CA) (resid 281 and name C) 1 -64.7 

assign (tesid 281 and name N) Oesid 281 and name CA) 

(resid 281 and name C) (resid 282 and name N) 1 -39.2 

assign (resid 281 and name C> (resid 282 and name M) 

5 (resid 282 and name CA) (resid 282 and name C) 1 -70.1 19.6 2 

assign (resid 303 and name N) (resid 303 and name CA) 

(res»id 303 and name C) (resid 304 and name W) 1 -25.4 

assign (resid 303 and name C) (resid 304 and name H) 

(resid 304 and name CA) (resid 304 and name C) 1 -79.8 

10 assign (tesid 304 and name N) (resid 304 and name CA) 

(resid 304 and name C) (resid 305 and name N) 1 -18.4 

assign (resid 304 and name C) (resid 305 and name N) 

(resid 305 and name CA) (resid 305 and name C) 1 -56.6 16.6 z 

assign (resid 305 and name N) (resid 305 and name <»> 

15 (resid 305 and name C) (resid 306 and name N) 1 -45-0 6.5 z 

assign (resid 305 and name C) (resid 306 and name N) 

(resid 306 and name CA) (resid 306 and name C) 1 -61.2 

assign (resid 306 and name N) (resid 306 and name CA) 

(resid 306 and name C) (resid 307 and name N> 1 -39.0 

20 assign (resid 306 and name C) (resid 307 and name N) 

(resid 307 and name CA) (resid 307 and name C) 1 -66.8 

assign (resid 307 and name N) (resid 307 and name CA) 

(resid 307 and name C) (resid 308 and name H) 1 -38.5 

assign (resid 307 and name C) (resid 308 and name N) 

25 (resid 308 and name CA) (resid 308 and name C) 1 -63.5 8.0 2 

assign (resid 308 and name N) (resid 308 and name CA) 

(resid 308 and name C) (resid 309 and name N) 1 -45.0 

assign (resid 308 and name C) (resid 309 and name N> 

(resid 309 and name CA) (tesid 309 and name C) 1 -61.5 

30 assign (resid 309 and name N) (resid 309 and name CA) 

(resid 309 and name C) (resid 310 and name K) 1 -43.0 8.0 z 

assign (resid 309 and name C) (resid 310 and name N) 

(resid 310 and name CA) (tesid 310 and name C) 1 -62.1 

assign (resid 310 and name N) (tesid 310 and name CA) 

35 (resid 310 and name C) (resid 311 and name N) 1 -42.6 

assign (resid 310 and name C) (resid 311 and name N) 

(resid 311 and name CA) (tesid 311 and name C) 1 -67.5 

assign (resid 311 and name N) (resid 311 and name CA) 

(resid 311 and name C) (iesid 312 and name N) 1 -35.6 

40 assign (resid 311 and name C) Uesid 312 and name M) 

(resid 312 and name CA) (resid 312 and name C) 1 -64.7 

assign (resid 312 and name N) Uesid 312 and name CA) 

(resid 312 and name C) (resid 313 and name N) 1 -41.8 

assign (resid 312 and name C) (resid 313 and name N) 

45 (resid 313 and name CA) (resid 313 and name C) 1 -68.7 

assign (resid 313 and name N) (resid 313 and name CA) 

(resid 313 and name C) (resid 314 and name N) 1 -32.1 15.5 2 

assign (resid 313 and name C) (resid 314 and name N) 

(resid 314 and name CA) (resid 314 and name C) 1 -69.8 18.5 2 

50 assign (resid 314 and name H) (resid 314 and name CA) 

assign ^ ^ ^ ^ ^ N) 1 _ 51 9 

assign (resid 314 and name C) (resid 315 and name N) 

(resid 315 and name CA) (resid 315 and name C) 1 -65.1 
assign (resid 315 and name N) (resid 315 and name CA) 
55 (resid 315 and name C) (resid 316 and name N) 1-44.9 

assign (resid 315 and name C) (resid 316 and name N) 

(resid 316 and name CA) (resid 316 and name C) 1 -105.3 
assign (resid 317 and name N) (resid 317 and name CA) 

(resid 317 and name C) (resid 318 and name N) 1 101.2 65.8 2 
60 assign (tesid 317 and name C) (resid 318 and name N) 

(resid 318 and name CA) (resid 318 and name C) 1 -76.7 62.1 z 
assign (resid 318 and name N) (resid 318 and name CA) 

(resid 318 and name C) (resid 319 and name N) 1 -24.3 35.9 2 
assign (resid 318 and name C) (resid 319 and name N) 
55 (resid 319 and name CA) (resid 319 and name C) 

assign (resid 322 and name C) (resid 323 and name N) 

(resid 323 and name CA) (resid 323 and name C) 1 -136.3 
assign (resid 323 and name N) (resid 323 and name fA) 

(resid 323 and name C) (resid 324 and name N) 1 161.3 20.8 2 
70 assign (resid 3?3 and name C) (resid 324 and name n| 

g j waxd 324 af|d name ^ (resxd 324 ^ name C) 1 -129.5 25.9 2 

assign (resid 324 and name H) (resid 324 and name CA) 

(resid 324 and name C) (resid 325 and name N> 1 134.1 13.9 z 
assign (resid 324 and name C) (resid 325 and name N) 
75 (tesid 325 and name CA) (resid 325 and name C) 1 -73.1 10.4 z 

assign (resid 325 and name H) (resid 32S and name CA) 

(re3id 325 and name C) (resid 326 and name N) 1 126.5 32. o z 
assign (resid 325 and name C) (tesid 326 and name N) 

(resid 326 and name CA) (resid 326 and name C) 1 -83.2 ze.a z . 
80 assign (resid 326 and name N) (resid 326 and name CA) 

(resid 326 and name C) (resid 327 and name N) 1 -10.0 58.2 Z 

ass ion (resid 327 and name C) (resid 328 and name N) 

assign uesia ^ ^ ^ ^ (regid 32Q an<J ^ c) 1 _ M 5 30 5 2 



10.6 2 



31.1 2 

20.1 2 
34.5 2 



9.3 2 
8.4 2 
12.5 2 
14.2 2 



12.3 2 
9.0 2 



4.4 2 
11.1 2 

12.2 2 
11.7 2 

8.9 2 
10.0 2 
6.3 2 



8.1 2 

7.9 2 
14.6 2 
52.3 2 



1 -107.6 35.3 2 



22.8 2 
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assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 



(resid 328 and name N) (resid 328 and name CA) 
(resid 328 and name C) Uesid 329 and name N) 1 141.1 20.7 2 
(resid 328 and name C) (resid 329 and name N) 
(resid 329 and name CA) (resid 329 and name C) 1 
(resid 329 and name N) (resid 329 and name CA) 
(resid 329 and name C) (resid 330 and name N) 1 148.8 
(resid 329 and name C) (resid 330 and name U) 
(resid 330 and name CA) (resid 330 and name C) 1 -111.8 
(resid 330 and name N) (resid 330 and name CA) 
(resid 330 and name C) (resid 331 and name N) 1 114.5 
(resid 330 and name C) (resid 331 and name N) 

(resid 331 and name CA) (resid 331 and name C) 1 -110.6 50.3 2 
(resid 331 and name N) (resid 331 and name CA) 

(resid 332 and name N) 1 120.6 
(resid 336 and name CA) 
(resid 337 and name N) 1 111.2 
(resid 337 and name N) 
(resid 337 and name C) 1 -99.9 



-151.4 21.0 2 
37.8 2 



27.8 2 
48.0 2 



(resid 331 and name C) 
(resid 336 and name N) 
(resid 336 and name C) 
(resid 336 and name C) 
(resid 337 and name CA) 



15.1 2 
24.3 2 
34.9 2 



(resid 337 and name N) 
(resid 337 and name C) 
(resid 338 and name N) 
(resid 338 and name C) 
(resid 338 and name C) 



127.3 25.8 2 



-52.6 14.9 2 



16.7 2 



85.6 22.0 2 
0.6 25.8 2 



13.8 2 
13.9 2 

17.9 2 



18.6 2 



(resid 337 and name CA) 
(resid 338 and name N) 1 
(resid 338 and name CA) 
(resid 339 and name N) 1 151.2 10.8 2 
ireS i U JJ( ail ^ .. ai . v ^ , , (resid 339 and name N) 
(resid 339 and name CA) (resid 339 and name C) 1 
(resid 339 and name N) (re3id 339 and name CA) 
(resid 339 and name C) (resid 340 and name N> 1 135.7 
(resid 339 and name C) (resid 340 and name N) 
(resid 340 and name CA) (resid 340 and name C) 1 
(resid 340 and name N) (resid 340 and name CA) 
(resid 340 and name C) (resid 341 and name N) 1 
(resid 340 and name C) (resid 341 and name N) « «. 

(resid 341 and name CA) (resid 341 and name C) 1 -76.5 26.5 z 
(resid 341 and name N) (resid 341 and name CA) 
(resid 341 and name C) (resid 342 and name N) 1 143.9 
(resid 341 and name C> (resid 342 and name N) 
(resid 342 and name CA) (resid 342 and name C) 1-92.1 
(resid 342 and name N) (resid 342 and name CA) 
(resid 342 and name C) (resid 343 and name N) 1 138.2 
(resid 342 and name C) (resid 343 and name N) 
(resid 343 and name CA) (resid 343 and name C) 1 -125.2 
(resid 343 and name N) (resid 343 and name CA) 
(resid 343 and name C) (resid 344 and name N) 1 134.2 7.4 2 
(resid 343 and name C) (re3id 344 and name N) 

(resid 344 and name CA) (resid 344 and name C) 1 -110.5 34-5 2 
(resid 344 and name N) (resid 344 and name CA) 
(resid 344 and name C) (resid 345 and name M) 1 121.6 16.5 Z 
(re&id 34 4 and name C> (resid 345 and name N) 

(resid 345 and name CA) (resid 345 and name C) 1 -100.0 29.5 Z 
(resid 345 and name N) (resid 345 and name CA) 

■ (resid 346 and name N) 1 110.4 28.2 2 
(resid 346 and name CA) 
(resid 347 and name N) 1 
-.hw ~, (resid 347 and name N) 

(resid 347 and name CA) (resid 347 and name C) 1 
(resid 347 and name N) (resid 347 and name CA) 
(resid 347 and name C) (resid 348 and name N) 1 -37.2 
(resid 347 and name C) (resid 348 and name N) 
(resid 348 and name CA) (resid 348 and name C) 1 -58.5 
ties id 348 and name N) (resid 348 and name CA) 
(zesid 348 and name C) (resid 349 and name N) 1 -40.9 
(resid 348 and name C) (resid 349 and name N) 
(resid 349 and name CA) (resid 349 and name C) 1 -68.0 
(resid 349 and name N) (resid 349 and name CA) 
(resid 349 and name C) (resid 350 and name N) 1 -37.5 
(resid 349 and name C) (resid 350 and name M) 
(resid 350 and name CA) (resid 350 and name C) 1 -62.5 
(resid 350 and name N) (resid 350 and name CA) 
(resid 350 and name C) (resid 351 and name N) 1 -42.S 
(resid 350 and name C) (resid 351 and name N) 
(resid 351 and name CA) (resid 351 and name C) 1 -70.3 
(resid 351 and name N) (resid 351 and name CA) 
(resid 351 and name C) Uesid 352 and name N) 1-11.3 
(resid 351 and name C) (resid 352 and name N) 
(zesid 352 and name CA) (resid 352 and name C) 1 
Uesid 352 and name N) (resid 352 and name CA) 
(resid 352 and name C) (resid 353 and name N) 1 
(resid 352 and name C) (resid 353 and name N) 
(resid 353 and name CA) (resid 353 and name C) 1 
(resid 353 and name N) (resid 353 and name CA) 
(resid 353 and name C) (resad 354 and name N) 1 
(tesid 354 end name N) (resid 354 and name CA) 
(resid 354 and name C) (resid 355 and name K) 1 -26.2 19.5 Z 
(resid 354 and name C) (resid 355 and name N) 



(resid 345 and name C) 
(resid 346 and name N) 
(resid 346 and name C) 
(resid 346 and name C) 



94.2 20.3 2 
-60.2 16.7 2 

15.0 2 
16.0 2 

13.5 2 
13.2 2 

14.1 2 
22.2 2 

10.2 2 
13.1 2 

20.8 2 
-112.3 26.1 2 
15.4 24.8 2 
-72.5 12.9 2 
118.2 15.6 2 
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assign 



assign 



assign 



assign 



assign 



assign 



assign 
assign 
assign 
assign 



(resid 355 and name CA) (resid 355 and name C) 1 -72.7 19.1 2 
Ue3id 355 and name N) (resid 355 and name CA) 
(resid 355 and name C) (resid 356 and name N) 1 -20.6 14.4 2 
t resid 355 and name C) (resid 356 and name N) 

(resid 356 and name CA) (resid 356 and name C) 1 -104.2 27.9 2 
(resid 356 and name N) (resid 356 and name CA) 
(resid 356 and name C) (resid 357 and name N) 1 
(resid 356 and name C) (resid 357 and name N) 
(resid 357 and name CA) (resid 357 and name C) 1 -120. 
(resid 359 and name N) (resid 359 and name CA) 

■ (resid 360 and name N) 1 59.7 
(resid 360 and name CA) 
(resid 361 and name N) 1 -27.1 
(resid 361 and name N) 
(resid 361 and name C) 1 -85.0 



(resid 359 and name C) 
(resid 360 and name N) 
(resid 360 and name C) 
(resid 360 and name C) 
(resid 361 and name CA) 



-40.6 11.1 2 

.1 29.1 2 



29.3 2 



9.B 2 



6.2 2 



assign 



assign 



assign 



assign 



assign 



assign 



(resid 361 and name N) {resid 361 and name CA) 
(resid 361 and name C) (resid 362 and name N) 1 
(resid 361 and name C) (resid 362 and name N) 
(resid 362 and name CA) (resid 362 and name C) 1 
(resid 362 and name N) (resid 362 and name CA) 
(resid 362 and name C) (resid 363 and name N) 1 133.9 
(resid 362 and name C) (resid 363 and name N) 
(resid 363 and name CA) (resid 363 and name C) 1 -84.4 
(resid 363 and name N) (resid 363 and name CA) 
(resid 363 and name C) (resid 364 and name N) 1 111.4 
(resid 363 and name C) (resid 364 and name H) 
(resid 364 and name CA) (resid 364 and name C) 1 -137. 
(resid 364 and name N) (resid 364 and name CA) 

(resid 365 and name W) 1 105.5 13.3 2 
(resid 381 and name CA) 
(resid 382 and name H) 1 136.9 66.1 2 
(resid 382 and name N) 
(resid 382 and name C) 1 -116.0 23.4 2 



-0.2 18.5 2 
-9T.2 22.8 2 



18.7 2 
10.2 2 



17.2 2 



.7 21.3 2 



(resid 364 and name C) 
(resid 381 and name N) 
(resid 381 and name C) 
(resid 381 and name C) 
(resid 382 and name CA) 



assign (resid 382 and name N) 
(resid 382 and name C> 

assign (resid 383 and name N) 
(resid 383 and name C) 

assign (resid 3B3 and name C) 
(resid 384 and name CA) 



(resid 382 and name CA) 
(resid 383 and name N) 1 36.7 22.3 2 
(resid 383 and name CA) 
(resid 384 and name N) 1 -25.9 12.7 2 
(resid 384 and name N) 
(resid 384 and name C) 1 -101.8 9.6 2 



assign 
assign 
assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 



assign 
assign 
assign 



assign 



assign 



assign 



assign 



assign 
assign 



(resid 384 and name N) (resid 384 and name CA) 
(resid 384 and name C) (resid 385 and name N) 1 
(resid 384 and name C) (resid 385 and name H) 
(resid 385 and name CA) (resid 385 and name C) 1 
(resid 385 and name N) (resid 385 and name CA) 
(resid 385 and name C) (resid 386 and name N) 
(resid 385 and name C) (resid 386 and name N) 
(resid 386 and name CA) (resid 386 and name C) 1 
(resid 388 and name M) Uesid 388 and name CA) 
(resid 388 and name C) (resid 389 and name N) 1 
(resid 388 and name C) (resid 389 and name N) 
(resid 389 and name CA) (resid 389 and name C) 1 
(resid 389 and name N) (resid 389 and name CA) 
(resid 389 and name C) (resid 390 and name N) 1 
(resid 389 and name C) (resid 390 and name N) 
(resid 390 and name CA) (resid 390 and name C) 
(resid 390 and name C) (resid 391 and name N) 
(resid 391 and name CA) (resid 391 and name C) 
(resid 391 and name N) (resid 391 and name CA) 
(resid 391 and name C) (resid 392 and name N) 1 
(resid 391 and name C) (resid 392 and name N) 
(resid 392 and name CA) (reeid 392 and name C> 1 
(resid 392 and name N) (resid 392 and name CA) 
(resid 392 and name C) (resid 393 and name N) 1 - 
(resid 392 and name C) (resid 393 and name N) 
(resid 393 and name CA) (resid 393 and name C) 1 
(resid 393 and name N) (resid 393 and name CA) 
(resid 393 and name C) (resid 394 and name N) 1 
(resid 393 and name C) (resid 394 and name N) 
(resid 394 and name CA) (resid 394 and name C) 1 
(resid 394 and name N) (resid 394 and name CA) 
(resid 394 and name C) (resid 395 and name M) 1 - 
(resid 394 and name C) (resid 395 and name N) 
(resid 395 and name CA) (resid 395 and name C) 1 
(resid 395 and name N) (resid 395 and name CA) 
(resid 395 and name C) (resid 396 and name N) 1 ■ 
(resid 395 and name C) (resid 396 and name N> 
(resid 396 and name CA) (resid 396 and name C) 1 
(resid 396 and name N) (resjd 396 and name CA) 
(resid 396 and name C) (resid 397 and name N) 1-41.9 
(resid 396 and name C) (resid 397 and name N) 
(resid 397 and name CA) (resid 397 and name C) 1-61.9 
(resid 397 and name N) (resid 397 and name CA) 
(resid 397 and name C) (resid 398 and name N) 1 -44.5 



13.2 7.6 2 
88.0 17.8 2 



1 -162.2 7.6 2 
161.4 26.5 2 



21.9 29.0 2 
-97.9 18.5 2 
17.1 14.3 2 
1 -57.7 23.2 2 
1 -51.5 25.2 2 
124.0 28.1 2 
-73.3 31.9 2 
30.5 12.2 2 
-88.5 17.4 2 



9.1 21.0 2 
-49.1 23.6 2 
44.5 17.2 2 
-66.5 22.1 2 
-45.3 25.9 2 
-65.0 6.8 2 
18.4 2 



6.6 2 
6.8 2 
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-67.7 12.6 2 
8.6 2 



7.6 2 
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assign (resid 397 and name C) (resid 398 and name* N) 

(resid 398 and name CA> (resid 398 and name C) 1 
assign (resid 398 and name N) (resid 398 and name CA) 

(resid 398 and name C) Uesid 399 and name N) 1 -35.5 
assign (resid 398 and name C) (resid 399 and name H) 

(resid 399 and name CA) (resid 399 and name C 1 -66.8 
assign <resid 399 and name N) (resid 399 and name CA) 

(resid 399 and name C) (resid 400 and name N) 1 -48.7 17. 9 2 
assign (resid 399 and name C) (resid 400 and name N) 

(resid 400 and name CA) (resid 400 and name C) 1 -59.0 
assign (resid 400 and name N) (resid 400 and name CA) 

(resid 400 and name C) (resid 401 and name N) 1 -44.0 
assign (resid 400 and name C) (resid 401 and name B) 

(resid 401 and name CA) (resid 401 and name C) 1 -64.9 9.8 2 
assign (resid 401 and name N) (resid 401 and name CA) 

(resid 401 and name C) (resid 402 and name N) 1 -45.3 13.0 2 
assign (resid 401 and name C) (resid 402 and name N) 

(resid 402 and name CA) (resid 402 and name C) 1 -64.7 
assign (resid 402 and name N) (resid 402 and name CA) 

(resid 402 and name C) (resid 403 and name M) 1 -43.7 
assign (resid 402 and name C) (resid 403 and name N) 

(resid 403 and name CA) (resid 403 and name C) 1 -64.3 
assign (resid 403 and name N) (resid 403 and name CA) 

(resid 403 and name C) (resid 404 and name N) 1 -45.6 
assign (resid 403 and name C) (resid 404 and name M) 
assign ^ ^ nanje ^ (resid 40 < and name c) 1 - € 2.2 

assign (resid 404 and name N) (resid 404 and name CA) 

(resid 404 and name C> (resid 405 and name N) 1 -52.6 

assign (resid 404 and name C) (resid 405 and name H> 

(resid 405 and name CA) (resid 405 and name C) 1 -63.6 20.1 2 

assign [resid 405 and name N) (resid 405 and name CA) 

(resid 405 and name C) (resid 406 and name N) 1 -38.7 3«.2 2 

assign (resid 405 and name C) (resid 406 and name M 

(resid 406 and name CA) (resid 406 and name C> 1 -66.3 Jb.2 2 

assign (resid 406 and name N) (resid 406 and name CA) 

(resid 406 and name C) (resid 407 and name N) 1 -38.5 

assign (resid 406 and name C) (resid 407 and name N) 

(resid 407 and name CA) (resid 407 and name C) 1 -78.4 39.5 2 

assign (resid 407 and name N) (resid 407 and name CA) 

(resid 407 and name C) (resid 408 and name N) 1 -37.4 12.5 2 

assign (resid 407 and name C) (resid 408 and name N> 

(resid 408 and name CA) (resid 408 and name C) 1 -63.6 

assign (resid 408 and name N) (resid 408 and name CA) 

(resid 408 and name C) (resid 409 and name N) 1 -49.5 14.2 2 

assign (resid 408 and name C) (resid 409 and name N) 

(resid 409 and name CA) (resid 409 and name C) 1 -70.7 18.9 2 

assign (resid 409 and name N) (resid 409 and name CA) 

(resid 409 and name C) (resid 410 and name H) 1 -22.7 23.0 2 

assign (resid 409 and name C) (resid 410 and name N) 

(resid 410 and name CA) (resid 410 and name C) 1 -75.5 

assign (resid 410 and name N) (resid 410 and name CA) 

(resid 410 and name C) (resid 411 and name H) 1 -31.8 

assign (resid 410 and name C) (resid 411 and name M) 
assign ^ ^ ^ ^ m ^ name CJ x _ ftl-0 20>8 2 

assign (resid 411 and name N) (resid 411 and name CA) ,5 12 

(resid 411 and name C) (resid 412 and name N) 1 -25.1 25.1 2 
assign (resid 411 and name C) (resid 412 and name H) 

(resid 412 and name CA) (resid 412 and name C) 1 -12B.2 19.9 2 
assign (resid 413 and name C) (resid 414 and name N) 

(resid 414 and name CA) (resid 414 and name C) 1 -104.5 73.7 2 
assign (resid 414 and name N) (resid 414 and name CA) 

(resid 414 and name C) (resid 415 and name N) 1 140.1 33.5 2 
assign (resid 414 and name C) (resid 415 and name N) t 2 

(resid 415 and name CA) (resid 415 and name C) 1 -128.6 53.1 2 
assign (resid 415 and name N) (resid 415 and name CM 

(resid 415 and name C) (resid 416 and name N) 1 146.6 27. g 2 
assign (resid 416 and name C) (resid 417 and name H) 

(resid 417 and name CA) (resid 417 and name C) 1 -86.5 53.5 2 
assign (resid 423 and name C) (resid 424 and name N) 

(resid 424 and name CA) (resid 424 and name C) 1 -85.3 az.z ^ 
assign (resid 424 and name N) (resid 424 and name CA) 

(resid 424 and name C) (resid 425 and name N) 1 109.9 8 /.to t 
assign (resid 424 and name C) (resid 425 and name N) ,099 
(resid 425 and name CA) (resid 425 and name C) 1 -82.5 ^ 
assign (resid 425 and name N) (resid 425 and name CA) 

(resid 425 and name C) (resid 426 and name N) 1 118.3 ao.u 2 
assign (resid 425 and name C) (resid 426 and name N) 

(resid 426 and name CA) (resid 426 and name C) 1 -99.7 34. u 2 
assign (resid 426 and name N) (resid 426 and name CA) 

(resid 476 and name C) (resid 427 and name N) 1 143.3 zi.o * 
assign (resid 426 and name C) (resid 427 and name N) 

(resid 427 and name CA) (resid 427 and name C) 1 -86.8 * 
assign (resid 427 and name N) (resid 427 and name CA) 



23.0 2 
17.1 2 



3.5 2 
11.9 2 

8.6 2 



13.2 2 



8.8 2 
11.4 2 



34.2 2 



21.4 2 



17.4 2 
21.4 2 
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(resid 42*7 and name C) (tesid 428 and name N) 1 140.6 30.4 2 
assign (resid 427 and name C) (resid 428 and name N) 

(reaid 428 and name CA) (resid 420 and name C) 1 -92.3 48.9 Z 
assign Uesid 428 and name H) (resid 128 and name CA) 
5 (resid 428 and name C) (resid 429 and name N) 1 109.3 58.1 z 

assign (resid 428 and name C) (resid 429 and name N) 

(resid 429 and name CA) (resid 429 and name C) 1 -101.7 82.7 2 
assign Uesid 430 and name C) (resid 431 and name H) 

(resid 431 and name CA) (resid 431 and name C) 1 -87.9 43.1 2 
10 assign (resid 434 and name C) (resid 435 and name M) 

(resid 435 and name CA) (resid 435 and name C) 1 -95.0 58.0 2 
assign (resid 435 and name N) (resid 435 and name CA) 

(resid 435 and name C) (resid 436 and name N) 1 132.4 36.3 2 
assign (resid 435 and name C) (resid 436 and name N) 
15 (resid 436 and name CA) (resid 436 and name C) 1 -79.4 30.0 Z 

assign (resid 437 and name C) (resid 438 and name N) 

(resid 438 and name CA) (resid 438 and name C) 1 -128.8 49.4 2 
assign (resid 438 and name H) (resid 438 and name CA) 

(resid 438 and name C) (resid 439 and name N) 1 108.3 49.2 2 
20 assign (resid 438 and name C) (resid 439 and name 8) 

(resid 439 and name CA) (resid 439 and name C> 1 -89.2 49.8 2 
assign (resid 439 and name N) (resid 439 and name CA) 

(resid 439 and name C) (resid 440 and name N) 1 132.3 28.1 z 
assign Uesid 439 and name C) (resid 440 and name H> 
25 (resid 440 and name CA) (resid 440 and name C) 1 -133.3 31.6 2 

assign (resid 6 and name N) (resid 6 and name CA) 

(resid 6 and name CB) (resid 6 and name CG) 1 -60.0 60.0 2 
assign (resid 7 and name N) (resid 7 and name CA) 

(resid 7 and name CB) (resid 7 and name SG> 1 -60.0 60.0 2 
30 assign (resid 8 and name N) (resid 8 and name CA) 

(resid 8 and name CB) (resid 8 and name CG) 1 -60.0 60.0 2 
assign (resid 8 and name CA) (resid 8 and name CB) 

(resid 8 and name CG) (resid 8 and name SD) 1 180-0 60.0 2 
assign (resid 9 and name N) (resid 9 and name CA) 
35 (resid 9 and name CB) (resid 9 and name CG) 1 180.0 60.0 2 

assign (resid 9 and name CA) (resid 9 and name CB) 

(resid 9 and name CG) (resid 9 and name CD1) 1 90.0 30.0 2 
assign (resid 10 and name N) (resid 10 and name CA) 

(resid 10 and name CB) (resid 10 and name CG) 1 -60.0 60.0 2 
40 assign Uesid 10 and name CA) (resid 10 and name CB) 

(resid 10 and name CG) (resid 10 and name ODD 1 -60.0 60.0 z 
assign (resid 11 and name N) (resid 11 and name CA) 

Uesid 11 and name CB) (resid 11 and name CG) 1 -60.0 60.0 2 
assign (resid 11 and name CA) (resid 11 and name CB) 
45 (resid 11 and name CG) Uesid 11 and name SD) 1 180.0 60.0 2 

assign (resid 12 and name N) (resid 12 and name CA) 

Uesid 12 and name CB) (resid 12 and name CG) 1 -60.0 60.0 2 
assign (resid 12 and name CA) (resid 12 and name CB) 

(resid 12 and name CG) (resid 12 and name CD) 1 180.0 60.0 z 
50 assign (resid 19 and name N) (resid 19 and name CA) 

(resid 19 and name CB) (resid 19 and name CG) 1 -60-0 60.0 2 
assign (resid 19 and name CA) (resid 19 and name CB) 

Uesid 19 and name CG) (resid 19 end name CD) 1 180.0 60.0 2 
assign (resid 33 and name N) (resid 33 and name CA) 
55 (resid 33 and name CB) (resid 33 and name CGI) 1 -60.0 60.0 z 

assign (resid 34 and name N) (resid 34 and name CA) 

(resid 34 and name CB) (resid 34 and name 0G1) 1 60.0 60.0 2 
assign (resid 37 and name N) (resid 37 and name CA) ^.j* #% 

(resid 37 and name CB) (resid 37 and name CG) 1 -60.0 60.0 2 
60 assign (resid 37 and name CA) (resid 37 and name CB) 

(resid 37 and name CG) (resid 37 and name OD1) 1 0.0 30.0 Z 
assign (resid 38 and name N) (resid 38 and name CA) 

(resid 3B and name CB) (resid 38 and name CG) 1 -60.0 60.0 2 
assign (resid 38 and name CA) (resid 38 and name CB) 
65 (resid 38 and name CG) (resid 38 and name SD) 1 180.0 60.0 2 

assign (resid 39 and name N) (resid 39 and name CA) 

(resid 39 and name CB) (resid 39 and name CGI) 1 -60.0 60.0 Z 
assign (resid 40 and name N) (resid 40 and name CA) 

(resid 40 and name CB) (resid 40 and name CG) 1 180.0 60.0 z 
70 assign (resid 40 and name CA) (resid 40 and name CB) 

(resid 40 and name CG) (resid 40 and name CD) 1 180.0 60.0 z 
assign Uesid 41 and name N) (resid 41 and name CA) 

(cesid 41 and name CB) (resid 41 and name OG1) 1 -60.0 60.0 2 
assign (resid 68 and name N) (resid 68 and name CA) 
75 (resid 68 and name CB) (resid 68 and name OG) 1 60.0 60.0 2 

assign (resid 71 and name N) (resid 71 and name CA) 

(resid 71 and name CB) (resid 71 and name CG) 1 -60.0 60.0 2 
absign (resid 74 and name N) (resid 74 and name CA) 

(resid 74 and name CB) (resid 74 and name CG) 1 -60.0 60.0 2 
80 assign Uesid 74 and name CA) (resid 74 and name CB) 

(resid 74 and name CG) (resid 74 and name CD) 1 180.0 CO.O 2 
assign (resid 75 and name N) (resid 75 and name CA) 

(resid 75 and name CB) (resid 75 and name CG) 1 180.0 60.0 2 
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to 



20 



25 



(res id 
(res id 
(resid 
(resid 
(res ad 
(res id 
(resid 
(resid 
(resid 
(resxd 
(resid 
(resid 
(resid 
( resid 
(resid 
(resid 
(resid 
(resid 
( resid 
(resid 
(resid 
(resid 
assign (resid 
(resid 
assign (resid 
(resid 



assign 
assign 
assign 
assign 
assign 
assign 
assign 



15 assign 



assign 
assign 
assign 



assign (resid 
(resid 
assign (resid 
30 (resid 
assign (resid 
(resid 
(resid 
(resid 

35 assign (resid 
(resid 
(resid 
(resid 
(resid 



77 and name N) (resid 77 and name CA) 
77 and name CB) (resid 77 and name CG) 1 -60. o 
77 and name CA) (resxd 77 and name CB) 

77 and name CG) (resid 17 and name CD) 1 180-0 

78 and name N) (resid 78 and name CA) 
78 and name CB) (resid 78 and name CG) 1 -60. 0 
78 and name CA) (resid 78 and name CB) 

78 and name CG) (resid 78 and name CD1) 1 180. 0 

79 and name N) (resid 79 and name CA) 
79 and name CB) (resid 79 and name CG) 1 180.0 
79 and name CA) (resid 79 and name CB) 

79 and name CG) (resid 79 and name CD) 1 180.0 

80 and name N) Iresid 80 and name CA) 

80 and name CB) (resid 80 and name 0G) 

81 and name N) (resxd 81 and name CA) 
81 and name CB) (resid 81 and name CG) 
81 and name CA) (resid 81 and name CB) 

81 and name CG) t resid 81 and name CD1) 

82 and name N) (resid 82 and name CA) 

82 and name CB) (resid 82 and name CG) 1 -60.0 
82 and name CA) (resid 82 and name CB) 

82 and name CG) (resid 82 and name CD1) 1 180.0 

83 and name N) (resid 83 and name CA) 
83 and name OG) 

85 and name CA) 

85 and name 0G1) 

86 and name CA) 

86 and name CG) 
86 and name CB) 



60.0 2 

60.0 2 
60.0 2 

60.0 2 
60.0 2 
60.0 2 



1 -60.0 60.0 2 
1 -60.0 60.0 2 
1 180.0 60.0 2 



assign 



assign 



83 and name CB) (resid 
85 and name N) (resid 

85 and name CB) (resid 

86 and name N) (resid 
86 and name CB) (resid 

86 and name CA) (resid 

86 and name CG) (resid 86 and name CD1) 1 
94 and name N) (resid 94 and name CA) 

(resid 
(resid 

(resid 
(resid 

(resid 
(resid 
(resid 



60.0 2 
60.0 2 



1 60.0 60.0 2 



1 60.0 60.0 2 
1 -60.0 60.0 2 



40 



assign 
assign 
assign 



assign 
assign 
assign 
assign 



55 assign 



94 and name CB) 

95 and name N) 
95 and name CB) 
97 and name H) 

97 and name CB) 

98 and name H) 
98 and name CB) 

100 and name N) 



90.0 30.0 2 



1 -60.0 60.0 2 



50 



94 and name CG) 
95 and name CA) 

95 and name CGI) 

97 and name CA) 
91 and name CGI) 

98 and name CA) 
98 and name CGI) 

(resid 100 and name CA) 
(resid 100 and name CB) (resid 100 and name CG) 
(resid 100 and name CA) (resid 100 and name CB) 
(resid 100 and name CG) (resid 100 and name CD) 
(resid 101 and name N) (resid 101 and name CA) 

(resxd 101 and name CB) (resxd 101 and name CG) 1 180.0 60.0 2 
45 assxgn (resid 101 and name CA) (resxd 101 and name CB) 

(resxd 101 and name CG) (resxd 101 and name CD 1) 1 
(resxd 103 and name N) (resxd 103 and name CA) 
(resxd 103 and name CB) (resid 103 and name CG) 1 -60.0 
(resid 103 and name CA) (resxd 103 and name CB) 
(resid 103 and name CG) (resxd 103 and name ODD 1 0.0 
(resid 104 and name N) (resid 104 and name CA) 
(resid 104 and name CB) (resxd 104 and name CGI) 1 180.0 
(resid 105 and name N) (resxd 105 and name CA) 
(resid 105 and name CB) (resid 105 and name CG) 1 -60.0 
(resid 105 and name CA) (resid 105 and name CB) 
(resid 105 and name CG) (resid 105 and name CD1) 1 180.0 
assign (resid 106 and name N) (resid 106 and name CA) 

* (resid 106 and name CB) (resid 106 and name CGI) 1 180.0 
(resid 108 and name N) (resid 108 and name CA) 
(resid 108 and name CB) (resid 108 and name CG) 1 -60.0 
(resid 108 and name CA) (resid 108 and name CB) 
(resid 108 and name CG) (resid 108 and name ODD 1 0.0 
(resid 109 and name N) (resid 109 and name CA) 
(resid 109 and name CB) (resid 109 and name CG) 1 -60.0 
(resid 109 and name CA) (resid 109 and name CB) 
(resid 109 and name CG) (resid 109 and name CD1) 1 180.0 
(resid 110 and name N) (resid 110 and name CA) 
(resid 110 and name CB) (resid 110 and name CG) 1 -60-0 
assign (resid 110 and name CA) (resid 110 and name CB) 

(resid 110 and name CG) (resid 110 and name CD) 1 180.0 
(resxd 111 and name N) (resid 111 and name CA) 
desid 111 and name CB) (resxd 111 and name CG) 1 -60.0 
(resid 111 and name CA) (resid 111 and name CB) 
(resid 111 and name CG) (resid 111 and name CD) 1 180.0 
75 assign (resid 120 and name N) (resid 120 and name CA) 

(resid 120 and name CB) (resid 120 and name OG1) 
(resid 121 and name N) (resid 121 and name CA) 
(resid 121 and name CB) (resid 121 end name CG) 
(resid 121 and name CA) (re9id 121 and name CB) 
(resxd 121 and name CG) (resxd 121 and name CD1) 
(resxd 124 and nBme N) t resid 124 and name CA) 
(resid 124 and name CB) (resid 124 and name CGI) 1 IBO.o 
assign (resid 128 and name N) (resid 128 and name CA) 



60 



65 



70 



assign 
assign 
assign 
assign 
assign 



assign 
assign 



assign 
assign 
assign 



1 180.0 60.0 2 
1 -60.0 60.0 2 
1 -60.0 60.0 2 
1 -60.0 60.0 2 
1 180.0 60.0 2 



90.0 30.0 2 
60.0 2 



30.0 2 
60.0 2 
60.0 2 

60.0 2 
60.0 2 
60.0 2 

30.0 2 
60.0 2 

60.0 2 
60.0 2 
60.0 2 
60.0 2 



60.0 2 



1 -60.0 60.0 2 
1 -60.0 60.0 2 
1 180.0 60.0 2 
60.0 2 



735 



assign 
assign 



1 90.0 30.0 2 



60.0 2 



15 



25 



assign 
assign 
assign 
assign 



assign 
assign 
assign 
assign 



35 



40 assign 



(rebid 128 and name CB) Uesid 128 end name CG) 1 180.0 60.0 2 

(resid 128 and name CA) Uesid 128 and name CB) 

(resid 128 and name CG) (resid 128 and name CDl) 

(resid 130 and name N) (resid 130 and name CA) 

j (resid 130 and name CB) (resid 130 and name CG) 1 -60.0 60.0 2 

assign (resid 130 and name CA) (resid 130 and name CB) 

(resid 130 and name CG) Uesid 130 and name SD) 1 180.0 

assign (resid 131 and name N) (resid 131 and name CA) 

(resid 131 and name CB) (resid 131 and name CG) 1 -60.0 

10 asaian (resid 131 and name CA) (resid 131 and name CB) 
IU assign (resia jJj ^ ^ ^ (reald m amJ ngme QD1) t 0<0 

(resid 132 and name N) (resid 132 and name CA) 
(resid 132 and name CB) I resid 132 and name CGI) 
(resid 133 and name N) (resid 133 and name CA) 
(resid 133 and name CB) (resid 133 and name CGI) 
(resid 135 and name N) (resid 135 and name CA) 
(resid 135 and name CB) Uesid 135 and name OG) 
(resid 136 and name N) Uesid 136 and name CA) 
(resid 136 and name CB) (resid 136 and name OG1) 
20 assign (resid 138 and name N) (resid 138 and name CA) 

(resid 138 and name CB) (resid 138 and name CG) 1 -60.0 60.0 2 
(re3id 138 and name CA) (resid 138 and name CB) 
(resid 138 and name CG) (resid 138 and name CDl) 
(resid 140 and name N) (resid 140 and name CA) 

(resid 140 and name CB) (resid 140 and name CGI) 1 180.0 60.0 2 
(resid 152 and name N) (resid 152 and name CA) 

Uesid 152 and name CB) (resid 152 and name CG) 1 180.0 60.0 2 
(resid 152 and name CA) (resid 152 and name CB) 
(resid 152 and name CG) (resid 152 and name CDl) 
30 assign (resid 153 and name N) (resid 153 and name CA) 

(resid 153 and name CB) (resid 153 and name CGI) 
assign (resid 154 and name N) (resid 154 and name CA) 

(resid 154 and name CB) (resid 154 and name CG) 1 -60.0 60.0 2 
assign (resid 154 and name CA) (resid 154 and name CB) 

(resid 154 and name CG) (resid 154 and name CD) 
assign (resid 156 and name N) (resid 156 and name CA) 

(resid 156 and name CB) (resid 156 and name OG1) 

as&ian (resid 157 and name N) (resid 157 and name CA) 

assign (res^ ^ ^ name cb, (re8xd i5 7 and name CG) 1 180.0 60.0 2 

(resid 157 and name CA) (resid 157 and name CB) 
(resid 157 and name CG) (resid 157 and name CD) 
assign (resid 158 and name N) (resid 158 and name CA) 

(resid 158 and name CB) (resid 158 and name CG) 1 180.0 
(resid 158 and name CA) (resid 158 and name CB) 
(resid 158 and name CG) (resid 158 and name CD) 1 180.0 
Uesid 160 and name N) (resid 160 and name CA) 
(resid 160 and name CB) (resid 160 and name CG) 1 -60.0 
assign Uesid 160 and name CA) (resid 160 and name CB) 

(resid 160 and name CG) (resid 160 and name CDl) 1 180.0 
50 assign (resid 188 and name N) (resid 188 and name CA) 

(resid 188 and name CB) (resid 188 and name SG) 
assign (resid 189 and name N) (resid 189 and name CA) 

(resid 189 and name CB) (resid 189 and name CGI) 
(resid 190 and name H) (resid 190 and name CA) 
(resid 190 and name CB) (resid 190 and name CG) 
(resid 190 and name CA) (resid 190 and name CB) 
(resid 190 and name CG) (resid 190 and name CDl) 
assign (resid 192 and name N) (resid 192 and name CA) 

(resid 192 and name CB) (resid 192 and name CG) 1 -60.0 
(resid 192 and name CA) (resid 192 and name CB) 
(resid 192 and name CG) (resid 192 and name CD) 1 180.0 
(resid 193 and name N) (tesid 193 and name CA) 
(resid 193 and name CB) (resid 193 and name CG) 1 -60. u 
assign (resid 193 and name CA) (resid 193 and name CB) 

(resid 193 and name CG) (resid 193 and name CD) 1 180.0 
assign (resid 194 and name M) (resid 194 and name CA> 

(resid 194 and name CB) (resid 194 and name CGl) 
assign (resid 195 and name N) (resid 195 and name CA) 

(resid 195 and name CB) (resid 195 and name OGl) 
70 assign (resid 197 and name N) (resid 197 and name CA) 

(resid 197 and name CB) (resid 197 and name CG) 1 180.0 60.0 2 
assign Uesid 197 and name CA) (resid 197 and name CB) 

(resid 197 and name CG) (resid 197 and name CDl) 
assign (resid 198 and name N) (resid 198 and name CA) 

(resid 198 and name CB) (resid 198 and name CG) 1 -60. 0 
assign (resid 198 and name CA) (resid 198 and name CB) 

(resid 198 and name CG) (rosid 198 and name CDl) 1 180. 0 
assign (resid 200 and name N) Uesid 200 and name CA) 

Uesid 200 and name CB) (resid 200 and name CG) 1 -60. o 
assign (resid 200 and name CA) (resid 200 and name CB) 

(resid 200 and name CG) (resid 200 and name CD) 1 180.0 
assign (resid 201 and name N) (resid 201 and name CA) 

(resid 201 and name CB) (resid 201 and name OG) 1-60.0 



45 



assign 
assign 



55 



assign 
assign 



60 assign 



assign 



65 



75 



60.0 2 
30.0 2 



1 180.0 60.0 2 

1 -60.0 60.0 2 

1 -60.0 60.0 2 

1 60.0 60.0 2 



1 90.0 30.0 2 



1 90.0 30.0 2 
1 180.0 60.0 2 



1 180.0 60.0 2 
1 -60.0 60.0 2 



1 180.0 60.0 2 
60.0 2 



60.0 2 
60.0 2 
60.0 2 



1 -60.0 60.0 2 
1 180.0 60.0 2 
1 180.0 60.0 2 
1 90.0 30.0 2 



60.0 2 
60.0 2 

60*0 2 
60.0 2 



1 180.0 60.0 2 
1 -60.0 60.0 2 



1 90.0 30.0 2 



60.0 2 

60.0 2 
60.0 2 
60.0 2 



60.0 2 



736 



assign (ie*id 202 and name N) (resid 202 and name CA) 

(resid 202 and name CB) (resid 202 and name CGI) l 180.0 60.0 2 
assign (resid 203 and name N) (resid 203 and name CA) 

(resid 203 and name CB) (resid 203 and name CG) 1 180.0 60.0 2 
5 assign (resid 203 and name CA) (resid 203 and name CB) 

9 (resid 203 and name CG) (resid 203 and name CD) 1 180.0 60.0 2 
assign (resid 204 and name N) (resid 204 and name CA) 

(resid 204 and name CB) (resid 204 and name CG) 1 -60.0 60.0 2 
assign (resid 204 and name CA) (resid 204 and name CB) 
10 (resid 204 and name CG) (resid 204 and name CD) I 180.0 60.0 2 

assign (resid 205 and name N) (tesid 205 and name CA) 

(resid 205 and name CB) (resid 205 and name CG) 1 -60.0 60.0 2 
assign (resid 205 and name CA) (resid 205 and name CB) 

assign ^ ^ ^ ^ 2Q5 and ^ SD) x 1B0 0 60 . 0 2 

15 assign (resid 206 and name N) (resid 206 and name CA) 

(resid 206 and name CB) (resid 206 and name CG) 1 -60.0 60.0 2 
assign (resid 206 and name CA) Uesid 206 and name CB) 

(resid 206 and name CG) (resid 206 and name CD) 1 180.0 60.0 2 
assign (resid 207 and name N) (resid 207 and name CA) 
20 (resid 207 and name CB) (resid 207 and name CG) 1 -60.0 60.0 2 

assign (resid 207 and name CA) (resid 201 and name CB) 

(resid 207 and name CG) (resid 207 and name CD) 1 180.0 60.0 2 
assign (resid 221 and name N) (resid 221 and name CA) 

(resid 221 and name CB) (resid 221 and name CG) 1 -60.0 60.0 2 
25 assign (resid 221 and name CA) (resid 221 and name CB) 

(resid 221 and name CG) (resid 221 and name CD1) 1 180.0 60.0 2 
assign (resid 222 and name N) (resid 222 and name CA) 

(resid 222 and name CB) (resid 222 and name CG) 1 -60.0 60.0 2 
assign (resid 222 and name CA) (re*id 222 and name CB) 

(resid 222 and name CG) (resid 222 and name CD) 1 180.0 60.0 2 



30 



assign (resid 223 and name N) (resid 223 and name CA) 

(resid 223 and name CB) (resid 223 and name CG) 1 -60-0 60.0 z 
assign (resid 223 and name CA) (resid 223 and name CB) 

(resid 223 and name CG) (resid 223 and name CD1) 1 180.0 60.0 2 
35 assign (resid 224 and name N) (resid 224 and name CA) 

(resid 224 and name CB) (resid 224 and name CG) 1 -60.0 60.0 2 
assign (resid 224 and name CA) (resid 224 and name CB) 

(resid 224 and name CG) (resid 224 and name SD) 1 180.0 60.0 2 
assign (resid 225 and name N) (resid 225 and name CA) 
40 (resid 225 and name CB) (resid 225 and name CGI) 1 -60.0 60.0 2 

assign (resid 241 and name N) (resid 241 and name CA) 

(resid 241 and name CB) (resid 241 and name CG) 1 -60.0 60.0 2 
assign (resid 241 and name CA) (resid 241 and name CB) 

(resid 241 and name CG) (resid 241 and name ODl) 1 -60.0 60.0 2 
45 assign (resid 242 and name N) (resid 242 and name CA) 

(resid 242 and name CB) (resid 242 and name CG) 1 -60.0 60.0 z 
assign (resid 242 and name CA) (resid 242 and name CB) 

(resid 242 and name CG) (resid 242 and name CD1) 1 180.0 60.0 Z 
assign (resid 243 and name N) (resid 243 and name CA) 
50 (resid 243 and name CB) (resid 243 and name CG) 1 -60.0 60.0 z 

assian (resid 243 and name CA) (resid 243 and name CB) 

assign (resia ^ ^ ^ ^ ^ ^ ^ CD) % lQ0 Q 60 . 0 2 

assign (resid 245 and name N) (resid 245 and name CA) 6 n 0 2 

(resid 245 and name CB) (resid 245 and name CGI) 1 180.0 60.0 2 
55 assign (resid 247 and name N) (resid 247 and name CA) 

(resid 247 and name CB) (resid 247 and name CG) 1 -60.0 60.0 z 
assign (resid 247 and name CA) (resid 247 and name CB) 60 0 2 

(resid 247 and name CG) (resid 247 and name CD) 1 180.0 60.0 Z 
assign (resid 248 and name N) (resid 248 and name CA) 
60 (resid 248 and name CB) (resid 248 and name OG) 1 60.0 60.0 2 

assian (resid 249 and name N) (resid 249 and name CA) 

assign iresia ^ ^ ^ ^ ^ ^ ^ ^ % -60.0 60.0 2 

assian (resid 250 and name N) (resid 250 and name CA) 

assign jresi^ ^ ^ ^ ^ ^ ^ ^ ^ 1 -6Q-0 6(K0 2 

65 assign (resid 251 and name N) (resid 251 and name CA) 

«w ass g (re sid 251 and name CB) (resid 251 and name CG) 1 180.0 60. O 2 
assign (resid 251 and name CA) (resid 251 and name CB) 

(resid 251 and name CG) (resid 251 and name CD1) 1 90.0 30.0 Z 
assign (resid 252 and name N) (resid 252 and name CA) 

70 (resid 252 and name CB) (resid 252 and name CGI) 1 -60.0 60.0 Z 

assign (resid 253 and name N) (resid 253 and name CA) Q 2 

assign * id 253 and najne CB) (resld 253 and name CG) 1 180.0 60.0 2 

assign (resid 253 and name CA) (resid 253 and name CB) 

(resid 253 and name CG) (resid 253 and name CDl) 1 90.0 30.0 2 
75 assian (resid 259 and name N> (resid 259 and name CA) 

° assign (res^ ^ ^ ^ ^ ^ ^ ^ ^ x 60.0 60.0 2 

assian (resid 260 and name N) (reaid 260 and name CA) 

assign (resia ^ ^ ^ ^ ^ ^ ^ QG) t -6Q Q 60 . 0 2 

assign (resid 262 and name N) (resid 262 and name CA) 
80 (resid 262 and name CB) (resid 262 and name CGI) 1 380.0 60.0 z 

assign (resid 263 and name N) (resid 263 and name CA) 

(resid 263 and name CB) (resid 263 and name CG) 1 -60.0 60. P 2 
assign (resid 263 and name CA) (resid 263 and name CB) 



737 



1 1B0.0 60.0 2 



assign 
assign 
assign 



15 



20 assign 



-60.0 60.0 2 
60.0 2 



30.0 2 



1 -60.0 60.0 2 
1 -60.0 60.0 2 
1 180.0 60.0 2 
60.0 2 



assign 



25 



assign 
assign 
30 assign 



35 



assign 



assign 
assign 



Uesid 263 and name CG) (resid 263 and name CDl) 

assign (resid 264 and name N) (resid 264 and nam* CA) 

(rosid 264 and name CB) (resid 264 and name OG) 1 

(resid 265 and name N) 1 resid 265 and name CA) 

(reaid 265 and name CB) (resid 265 and name CG) 1 160.0 

(resid 265 and name CA) (resid 265 and name CB) 

(resid 265 and name CG) (resid 265 and name CDl) 1 90.0 

(resid 266 and name N) (resid 266 and name CA) 

(resid 266 and name CB) (resid 266 and name CGI) 

10 assign (resid 267 and name N) (resid 267 and name CA) 

(resid 267 and name CB) (resid 267 and name CG) 

assign (resid 267 and name CA) (resid 267 and name CB) 

(resid 267 and name CG) (resid 267 and name SD) 

assign (resid 268 and name N) (resid 268 and name CA) 

(resid 266 and name CB) (resid 268 and name CG) 1 180.0 

assign (resid 268 and name CA) (resid 268 and name CB) 

(resid 268 and name CG) (resid 268 and name CDl) 1 90.0 

assign (resid 269 and name N) (resid 269 and name CA) 

(resid 269 and name CB) (resid 269 and name CG) 1 -60.0 

(resid 269 and name CA) (resid 269 and name CB) 

(resid 269 and name CG) (resid 269 and name CD) 1 190. 0 

(resid 270 and name N) (resid 270 and name CA) 

(resid 270 and name CB) (resid 270 and name CG) 1 -60.0 

assign (resid 270 and name CA) (resid 270 and name CB) 

(resid 270 and name CG) (resid 270 and name CDl) 1 180.0 

(resid 272 and name N) (resid 272 and name CA) 

(resid 272 and name CB) (resid 272 and name OG1) 

(resid 273 and name N) (resid 273 and name CA) 

(resid 273 and name CB) (resid 273 and name CG) 

(resid 213 and name CA) (resid 273 and name CB) 

(resid 273 and name CG) (resid 273 and name ND1) 

(resid 275 and name N) (resid 275 and name CA) 

(resid 275 and name CB) (resid 275 and name CG) 1 -60.0 

assign (resid 275 and name CA) (resid 275 and name CB) 

(resid 275 and name CG) (resid 215 and name ODD 1 -60.0 

(resid 276 and name N) (resid 276 and name CA) 

(resid 276 and name CB) (resid 276 and name CGI) 

(resid 278 and name N) (resid 278 and name CA) 

(resid 278 and name CB) (resid 278 and name CG) 

40 assign (resid 278 and name CA) (resid 278 and name CB) 

(resid 278 and name CG) (resid 278 and name CD) 

assign (resid 279 and name M) (resid 279 and name CA) 

(resid 279 and name CB) (resid 279 and name CG) 1 180.0 

assign (resid 279 and name CA) (resid 279 and name CB) 

(resid 279 and name CG) (resid 279 and name CD) 1 180.0 

assign (resid 280 and name N) (resid 280 and name CA) 

(resid 280 and name CB) Iresid 280 and name CG) 1 -60.0 

assign (resid 280 and name CA) (resid 280 and name CB) 

(resid 280 and name CG) (resid 280 and name CDl) 1 180.0 

assign (resid 281 and name N) (resid 281 and name CA) 

(resid 281 and name CB) (resid 281 and name CG) 1 -60.0 

(resid 281 and name CA) (resid 281 and name CB) 

(resid 281 and name CG) (resid 281 and name CD) 1 180.0 

(resid 304 and name N) (resid 304 and name CA) 

(resid 304 and name CB) (resid 304 and name CG) 1 -60.0 

assian (resid 304 and name CA) (resid 304 and name CB) 

(resid 304 and name CG) (resid 304 and name CDl) 1 90.0 

assign (resid 305 and name N) (resid 305 and name CA) 

(resid 305 and name CB) Iresid 305 and name CG) 1 180.0 

assian (resid 305 and name CA) (resid 305 and name CB) 
assign jresi^ ^ ^ ^ ^ ^ ^ m} ^ 1QQ Q 

(resid 306 and name N) (resid 306 and name CA) 
(resid 306 and name CB) (resid 306 and name CG) 1 -60.0 
(resid 306 and name CA) (resid 306 and name CB) 
(resid 306 and name CG) (resid 306 and name ODD 1 -60. o 
(resid 307 and name N) (resid 307 and name CA) 
(resid 307 and name CB) (resid 307 and name CG) 1 -60.0 
assign (resid 307 and name CA) (resid 307 and name CB) 

(resid 307 and name CG) (resid 307 and name SD) 1 180.0 
assign (resid 308 and name N) (resid 308 and name CA) 

(resid 308 and name CB) (resid 308 and name CGI) 
(resid 309 and name N) (resid 309 and name CA) 
(resid 309 and name CB) (resid 309 and name CGI) 
(resid 310 and name N) (resid 310 and name CA) 
(resid 310 and name CB) {rosid 310 and name CG) 
(resid 310 and name CA) (resid 310 and name CB) 
(resid 310 and name CG) (resid 310 and name 0D1) 
assign (resid 311 and name N) (resid 311 and name CA) 

(resid 311 and name CB) (resid 311 and name CG) 1 180.0 
assign (rosid 311 nnd name CA) (resid 311 and name CB) 

(resid 311 and name CG) (resid 311 and name CD) 1 60.0 
assign (resid 312 and name M) (resid 312 and name CA) 

(resid 312 and name CB) (resid 312 and name OG1) 1 -60.0 



30.0 2 
60.0 2 
60.0 2 



60.0 2 



60.0 2 



45 



50 



55 



60 



65 



70 



75 



80 



assign 
assign 



assign 
assign 
assign 



assign 
assign 
assign 



1 60.0 60.0 2 
1 -60.0 60.0 2 
1 90.0 30.0 2 



60.0 2 
60.0 2 



1 180.0 60.0 2 
1 -60.0 60.0 2 
1 180.0 60.0 2 
60.0 2 



60.0 2 
60.0 2 

60.0 2 
60.0 2 

60. 0 2 
60.0 2 

30.0 2 
60.0 2 

60.0 2 
60.0 2 

60.0 2 
60.0 2 



1 180.0 



60.0 2 
60.0 2 



1 180.0 60.0 2 
1 -60.0 60.0 2 
1 60.0 30.0 2 
60.0 2 



30.0 2 
60.0 2 



738 



10 



assign 
assign 
assign 
assign 
assxgn 
assign 
assign 



20 



assign 
assign 
assign 
assign 
25 assign 
assign 



30 



35 



40 



(resid 313 and name N) (resid 313 and name CA) 
(resid 313 and name CB) (resid 313 and name CGJ 1 -60.0 
(resid 313 and name CA) (resid 313 and name CB) 
(resid 313 and name CG) (resid 313 and name CDl) 1 180.0 
(resid 314 and name N) (resid 314 and name CA) 
Uesid 314 and name CB) (resid 314 and name CG) 1 180.0 
(resid 314 and name CA) (resid 314 and name CB) 
(resid 314 and name CG) (resid 314 and name CD) 1 180.0 
(resid 315 and name N) (resid 315 and name CA) 
(resid 315 and name CB) (resid 315 and name CG) 1 -60.0 
(resid 315 and name CA) (resid 315 and name CB) 
(resid 315 and name CG) (resid 315 and name CDl) 1 180.0 
(resid 316 and name N) (resid 316 and name CA) 
(resid 316 and name CB) (resid 316 and name CG) 1 -60.0 
15 assign (resid 316 and name CA) (resid 316 and name CB) 

9 (reaid 316 and name CG) (resid 316 and name CDl) 1 *0.0 
(resid 323 and name N) (resid 323 and name CA) 
(resid 323 and name CB) (resid 323 and name CG) 
(resid 325 and name N) (resid 325 and name CA) 
(resid 325 and name CB) (resid 325 and name CGI) 
(resid 326 and name N) (resid 326 and name CA) 
(re3id 326 and name CB) (resid 326 and name SG) 
(resid 330 and name N) (resid 330 and name CA) 
(resid 330 and name CB) (resid 330 and name CGI) 
(resid 337 and name N) (rosid 337 and name CA) 
(resid 337 and name CB) (resid 337 and name CGI) 
(resid 341 and name N) (resid 341 and name CA) 
(resid 341 and name CB) (resid 341 and name CG) 
(resid 342 and name N) (resid 342 and name CA) 
(resid 342 and name CB) (resid 342 and name CGI) 
(resid 343 and name N) (resid 343 and name CA) 
(resid 343 and name CB) (resid 343 and name CGI) 
(resid 345 and name N) (resid 345 and name CA) 
desid 345 and name CB) (resid 345 and name CGI) 
(resid 347 and name N) (resid 347 and name CA) 
(resid 347 and name CB) (resid 347 and name OG) 
(resid 348 and name N) (resid 348 and name CA) 
(resid 348 and name CB) (resid 348 and name CG) 
(resid 348 and name CA) (resid 348 and name CB) 
(resid 348 and name CG) (resid 348 and name CDl) 
(resid 350 and name N) (resid 350 and name CA) 
(resid 350 and name CB) (resid 350 and name CG) 1 -60.0 
(resid 350 and name CA) (resid 350 and name CB) 
(resid 350 and name CG) (resid 350 and name CDl) 1 180.0 
(resid 352 and name N) (resid 352 and name CA) 
(resid 352 and name CB) (resid 352 and name CG) 1 -60.0 
(resid 352 and name CA) (resid 352 and name CB) 
(resid 352 and name CG) (resid 35? and name CD) 1 180.0 
(resid 353 and name N) (resid 353 and name CA) a 
(resid 353 and name CB) (resid 353 and name CG) 1 180.0 
assign (resid 355 and name N) (resid 355 and name CA) 

(resid 355 and name CB) (resid 355 and name CG) 1 -60.0 
(resid 3S5 and name CA) (resid 355 and name CB) 
(resid 355 and name CG) (resid 355 and name CD) 1 180.0 
(resid 356 and name N) (resid 356 and name CA) 
(resid 356 and name CB) (resid 356 and name CG) 1 -60.0 
(resid 356 and name CA) (resid 356 and name CB) 
(resid 356 and name CG) (resid 356 and name CDl) 1 90.0 
(resid 363 and name N) (resid 363 and name CA) 
(resid 363 and name CB) (resid 363 and name CG) 1 180.0 
(resid 363 and name CA) (resid 363 and name CB) 
(resid 363 and name CG) (resid 363 and name CDl) 1 90.0 
(resid 382 and name N) (resid 382 and name CA) 
(resid 382 and name CB) (resid 382 and name OG1) 
(resid 384 and name N) (resid 384 and name CA) 
(resid 384 and name CB) (resid 384 and name CG) 
assign (resid 384 and name CA) (resid 384 and name CB) 

(resid 384 and name CG) (resid 384 and name CDl) 
(resid 389 and name N) (resid 389 and name CA) 
(resid 389 and name CB) (re3id 389 and name CG) 1 -60.0 
(resid 389 and name CA) (resid 389 and name CB) 
(resid 389 and name CG) (resid 389 and name CD) 1 180.0 
(resid 391 and name N) (resid 391 and name CA) 
(residL391 and name CB) (resid 391 and narao SG) 
assiqn (resid 396 and name N) (resid 396 and name CA) 

(resid 396 and name CB) (resid 396 and name CG) 
assign (resid 396 and name CA) (resid 396 and name CB) 

(resid 396 and name CG) (resid 396 and name CDl) 
assign (resid 398 and name N) (resid 398 and name CA) 

(resid 398 and name CB) (resid 398 and name CG) 1 -eo.u 
assign (resid 398 and name CA) (resid 39B and name CB) 

(resid 398 and name CG) (resid 398 and name CDl) 1 180.0 
assign (resid 399 and name N) (resid 399 and namo CA) 



assign 
assign 
assign 
assign 
assign 
assign 
assign 
assign 
45 assign 
assign 



50 



assign 



assign 



55 assign 



60 



assign 
assign 
assign 
assign 
65 assign 



70 



75 



80 



assign 
assign 
assign 



60.0 2 



60.0 2 



60.0 2 

60.0 2 
60.0 2 

60.0 2 
60.0 2 
30.0 2 



1 -60.0 60.0 2 
1 180.0 60.0 2 
1 -60.0 60.0 2 
1 180.0 60.0 2 
1 -60.0 60.0 2 
1 -60.0 60.0 2 
1 180.0 60.0 2 
1 180.0 60.0 2 
1 -60.0 60.0 2 
1 60.0 60.0 2 
1 180.0 60.0 2 
X 90.0 30.0 2 



60.0 2 

60.0 2 
60.0 2 

60.0 2 
60.0 2 
60.0 2 

60.0 2 
60.0 2 
30.0 2 
60.0 2 
30.0 2 



1 60.0 60.0 2 
1 -60.0 60.0 2 
1 90. 0 30.0 2 
60.0 2 



60.0 2 



1 180.0 60.0 2 
1 1B0.0 60.0 2 
1 90.0 30.0 7 
60.0 2 



60.0 2 



. ;r-u i i f ** .p. 3TJ. l * JTi 5\* # r _ ^T: 



739 



assign 



assign 



(resid 399 and name CB) (re^id 399 and name CG) 1 -60.0 60.0 2 
assign Uesid 399 and name CA) (tesxd 399 and name CB) 

(resid 399 and name CG) Uesid 399 and name SD) 1 180.0 60.0 2 
assign (resid 401 and name N) (resid 401 and name CA) 

(resid 401 and name CB) (resid 401 and name CG) 1 -60.0 60.0 2 
(resid 401 and name CA) (resid 401 and name CB) 

(resid 401 and name CG) (resid 401 and name SO) 1 180.0 60.0 2 
(resid 402 and name N) (resid 402 and name CA) n *% 

(resid 402 and name CB) (resid 402 and name CG) 1 180.0 60.0 2 
10 assign (resid 402 and name CA) (resid 402 and name CB) 

(resid 402 and name CG) (resid 402 and name CD) 1 180.0 60.0 2 
assign (resid 403 and name N) (resid 403 and name CA) 

(resid 403 and name CB) (resid 403 and name CG) 1-60.0 60.0 2 
assign (resid 403 and name CA) (resid 403 and name CB) 

(resid 403 and name CG) (resid 403 and name CD1) 1 180.0 60.0 2 
assign (resid 406 and name N) (resid 406 and name CA) 

(resid 406 and name CB) (resid 406 and name CGI) 
assign (resid 40"? and name N) (resid 40T and name CA) 

(resid 407 and name CB) (resid 407 and name CG) 
(resid 407 and name CA) (resid 407 and name CB) 
(resid 407 and name CG) (resid 407 and name CD) 
(resid 408 and name N) (resid 408 and name CA) 
(resid 408 and name CB) (resid 408 and name CGI) 
(resid 409 and name N) (tesxd 409 and name CA) 

(resid 409 and name CB) (resid 409 and name CG) 1 -60.0 60.0 2 
(resid 409 and name CA) (resid 409 and name CB) 
(resid 409 and name CG) (resid 409 and name CD1) 
(resid 410 and name N) (resid 410 and name CA) 

(resid 410 and name CB) (resid 410 and name CG) 1 -60.0 60.0 2 
(resid 410 and name CA) (resid 410 and name CB) 

(resid 410 and name CG) (resid 410 and name CD) 1 180. 0 60.0 2 
assign (resid 415 and name N) (resid 415 and name CA) 

(resid 415 and name CB) (resid 415 and name CG) 1 -60.0 60.0 2 
(resid 415 and name CA) (resid 415 and name CB) 

(resid 415 and name CG) (resid 415 and name CD) 1 180.0 60.0 2 
(resid 424 and name N) (resid 424 and name CA) 

(resid 424 and name CB) (resid 424 and name CG) 1 180.0 60.0 2 
(resid 424 and name CA) (resid 424 and name CB) 

(resid 424 and name CG) (resid 424 and name CDl) 1 180.0 60.0 2 
(resid 439 and name N) (resid 439 and name CA) 

Uesid 439 and name CB) (resid 439 and name CGI) 1 180.0 60.0 2 
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40 



assign 



assign 



assign 



assign 
assign 



assign 



assign 



assign 



assign 



assign 



1 -60.0 60.0 2 
1 -60.0 60.0 2 

1 180.0 60.0 2 
1 180.0 60.0 2 



1 180.0 60.0 2 



Legends 

45 

Figure 1: Structure-based alignment of human cytochrome P450 3A4 with 
bacterial P4S0 crystal structures, and rabbit P450 2C5. 

Sequence numbering is indicated for each enzyme. This alignment is first based on 
the structural alignment of bacterial P450s and rabbit P450 2C5 derived from GOK 

50 analysis. Human P450 3A4 sequence was then aligned with in-house tool 
(SmartConsAlign) that locates the CSBs on the target sequence, without 
introduction of any structural information for this complex. The alignment shown 
outside the CSBs is thus not relevant. The CSB sequences are indicated by bold 
uppercase characters and are highlighted in yellow. Amino acids strictly conserved 

55 between CYP3A and 2C5, or between CYP3A and all the sequences of crystal 
structures, are highlighted in blue. 
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Figure 2: Ramachandran plot of a lowest energy model produced by DYANA- 
XPLOR calculations from the six-template structural alignement 

Figure 3: view of one optimized CYP3A4 model. This figure can be replaced by 
5 the whole set of coordinates file in the PDB format) 

Figure 4: final position of testosterone after soft-restrained restrained 
dynamics docking. 

10 Figure 5: Energy profile of the soft-restrained restrained dynamics docking of 
testosterone into CYP3A4 model. 



Example 1: Detezrmination of the 3D-structure of P450 3A4. 
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Material 

The coordinates of the six P450 crystal structures: P450cam (3cpp), P450terp 
(lcpt), P450BM-3 (2hpd), P450eryF (loxa), P450 nor (lrom) and P450 2C5 (ldt6) 
were retrieved from the Brookhaven Protein data bank. The structural alignment 
20 and the conserved regions determination were realized using the GOK software 
(Jean et al 1997) running on an Octane Silicon-Graphics workstation. Structures 
were built using the DYANA (Guntert et al. 1997), and X-PLOR softwares 
(Brttnger 1992). Docking studies were performed with SYBYL 6.6 (Tripos Inc.). 
The structures were analyzed using Procheck-NMR (Laskowski et al. 1993) and 
25 visualized under SYBYL 6.6 (Tripos Inc.). 

Common Structural Blocks (CBS) determination. 

The first key point of this homology modeling study is the identification of the 
structural elements (hereafter designed as CSBs for Common Structural Blocks) 
30 conserved among the family of cytochromes P450 of known 3D structures, and the 
localization of these elements in the target sequence. These two tasks are performed 
using the GOK software (Jean et al. 1997), and are well described in a forthcoming 
article (Minoletti et al., Proteins, Structure, Function and Genetics, 2002). In brief, 
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the basic idea of CSB identification by GOK is to use an internal coordinate 
representation - (<x,x) in our case (another representation of +, y angles) - and to 
search for fragments in the six-template proteins having similar local trajectories in 
the internal coordinate space. GOK provides two adjustable parameters (the a-mesh 
5 and the a-margin) that define the tolerance on the comparison of the trajectories. 
These parameters were adjusted recursively to values ranging from 15 to 30° (o> 
mesh) and 1 to 3 (a-margin in mesh units). The evaluation of the quality of the 
match was measured using two multiple-way rmsd calculated in the cartesian 
coordinates space: mp-rms (the mean of all pairwise rms deviations) and s-rms (the 
10 mean of the deviations calculated with respect to a mean structure obtained from the 
average internal coordinates). For the different CSBs, mp-rms value ranged between 
0.3 and 4.9 A in average, and s-rms between 0.04 and 2.4 A. 

CYP3A4 sequence alignment and evaluation of the profile 
15 The multiple sequence alignment derived from the CSB identification was then 
used to build a similarity profile. The profile is defined as a position-specific 
scoring table created from aligned gap-free segments such as CSBs (Jean et al. 
1997). The alignment then consists in a search of the best match (as per the best 
score) between a CSB of sequences defined structurally {i.e. independently of the 
20 nature of the aligned residues) and several other sequences that are well-aligned and 
exhibit a high sequence similarity. In the P450 3 A subfamily, many proteins exhibit 
high sequence similarity. We extended our profile search program to take this 
information into account, i.e. to align the profile with a pre-defined multiple 
alignment of the cytochromes P450 3A subfamily members sequences (Gotoh 1992; 
25 Nelson et al. 1996). The similarity score was calculated using BLOSUM62 matrix 
(Henikoff and Henikoff 1992; Loiseau 2002). The in-house tool SmartConsAlign 
(Atelier de Bio-informatique, Universite Paris VI, 
htto://wwwabi.snv.iussieu.fr/~iom P o) allows to move the consensus matrix along 
the multiple sequence alignment of P450 3A family, and computes for each position 
30 a score of similarity. The best alignment found of CYP3A4 on CSBs is shown in 
Figure 1 (Loiseau 2002). 
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Once the alignment is completed, the 3D model rebuilding process can incorporate 
the atom Cartesian coordinates of the template structures only for amino acids 
located in structurally conserved regions {i.e. the CSBs). The coordinates of any of 
' the template structures can be used for the final template. In each CSB, amino acid 
5 positions have been renumbered according to the sequence of human P450 3 A4. At 
a given position, when residues are identical between all the template structures and 
the target sequence, the 3D coordinates of the reference residues are purely assigned 
to the modeled (target) residue. When residues differ, only the coordinates of the 
backbone atoms are assigned (Ca), and sometimes C(J when they exist. Side chains 
10 are rebuilt from databanks giving the most probable rotamers for each amino acid 
(see below). In some cases, it was possible to superimpose the positions of carbon 
atoms of lateral chains up to ranks yand 8, thus explicitly denning a unique 
rotamer. 

For amino acids located outside the CSBs (structurally variable zones that include 
15 generally loops), the rebuilding is more complex, and can be done only after 
structurally conserved zones rebuilding. In the multiple structural alignment (fig. 1), 
the regions separating the CSBs bring no structural information at all. Short loops 
are rebuilt entirely, since solutions of acceptable geometry for atoms are in limited 
number, Le. the lowest energy drives the selection of the good geometry. For longer 
20 segments, various structures are provided by the constrained minimization runs, and 
a manual selection is operated. 

Constraints derivation and rebuilding 
• A strategy inspired of the techniques commonly used to built structures from NMR 

25 data (Patard et al. 1996) is applied. The main idea is to express all available 
information issued from the comparison of the templates in term of geometrical 
constraints (distances and angles). Each constraint will be defined as an interval (for 
a given pair of atoms, this is the average of the six atom-atom distances found in the 
template structures +/- the standard deviation), similarly to the strategy developed 

30 by Havel and Snow (Havel and Snow 1991). However, the number of constraints 
corresponding to all atom-atom distances, for example, would be prohibitive for a 
protein of the size of the P450 (around 1,000,000 inter-residual distances if we 
consider 250 conserved residues and four atoms by residues). Previous NMR 
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studies (Patard et al. 1996) have shown that local constraints are sufficient to allow 
a correct reconstruction of a structure. This reduces drastically the number of 
constraints needed, and increases the flexibility of the model. In addition, similarly 
to what is done in NMR, we can build a family of structures instead of a single 
5 model. This allows an easier analysis of the well or less well-predicted regions. This 
is also an advantage for the analysis of the side-chain positions, particularly in 
prevision of a substrate docking study. Finally, The loops are passively 
reconstructed with the rest of the structure. The only specific information we have 
introduced in variable regions was to guide all their residues to an allowed region of 
,0 the Ramachandran diagram. Indeed, analysis of well-defined structures shows that 
nearly all residues, including those of the loops, should belong to an allowed region. 
The better the structure is, the lower the proportion of residue outside the allowed 
region. This criterion of quality has been applied to derive the model described 
herein. 

,5 Accordingly, we retained for model rebuilding all the distance and angle intervals 
corresponding to the following principles: 

- all distances for which the lower bondary was less than 8 A. This cutoff is totally 
sufficient to ensure, at least, the formation of the local structure elements. Such a 
cutoff is relatively high and thus costly in terms of size of constraints file, but 
20 proved necessary to ensure good results for the P450s. This may be due to the fact 
that P450 enzymes are mostly formed of a-helices, the average distance between 
two helices being larger than between two adjacent p-strands. In addition, the 
percentage of residues located outside CSBs is rather high in the structural 
alignment of P450s, and a better convergence can be obtained only at the expense 
25 of a high number of rebuilding distance constraints. 

- all the distances involving at least one side-chain atom, to preserve the spatial 
arrangement between CSBs 

- finally, all the distances involving atoms of the heme group, to fix as much as 
possible the neighborhood of the iron atom. 

30 The total number of distance constraints was, in these conditions, equal to 58506 

(Table 3). 
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Similarly, angular constraints were calculated in each building block. A CSB is 
indeed defined as a conserved trajectory in the coordinates space (or o,x). Thus, 
dihedral angles 9 and 9 of all residues located in CSBs can be defined as 
constraints, given by the average values of corresponding *v angles in the six 
5 templates +/- the standard deviation. To these backbone dihedral angles, can be 
added the side chains torsion angles X i, X* whenever possible, as determined by the 
rotamer selection. The total number of dihedral angle constraints was, in these 
conditions, equal to 761 (Table 4). 

10 Rotamer selection 

In proteins, the preferential orientation of the side chain (60% -60°, 180°) depends 
on the local conformation of the residue, and thus on the nature of the secondary 
structure in which the residue is involved. According to the rotamer library built by 
Karplus and coll. (Dunbrack and Karplus 1993), to a given (9, 9) couple in the 
,5 Ramachandran diagram can be associated a specific rotamer. These tables have 
been used to determine the most probable rotamer for each residue located in CSB, 
except when there are conserved atoms in the side chain that assign unambiguously 
a rotamer (xi, »)• The selected fci, X*) couples are reported in the dihedral 
constraints of Table 4. 

20 

Structure calculation and optimization 

We used a procedure similar to structure calculation starting from NMR constraints. 
A first set of structures was calculated using the DYANA software (Guntert et al. 
1997) and the two constraints Tables 4 and 3. It must be pointed out that these 
25 Tables represent the scaffold for rebuilding any of the CYP3A that can be aligned 
(Figure 1). Families of structures are generated. The energy of each structure is 
minimized with the procedure vtfrnin in DYANA. 

Due to the size and the amount of loops in the molecule, some structures presented 
topological defects and were discarded. The others were further optimized by using 
30 the X-PLOR software. A set of constraints was added at this stage in order to guide 
the loop residues to the nearest allowed region in the Ramachandran diagram. The 
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topology and parameter files of CHARMM22 were used. The electrostatic term was 
turned off. 

The DYANA software is unable to deal with disconnected objects. A new residue 
type was, thus, added to the standard amino acid library to take into account the the 
5 presence of the heme. This residue was obtained by combining the heme to a 
cysteine and was inserted at position 441 in the sequence of the protein (Figure 1). 

Descri ption of the CVP3A4 Model 

10 We rebuilt a model of the protein depleted of its first 50 residues (N-terminal 
domain). This segment is highly hydrophobic, and supposed to form the anchor of 
. the protein in the membrane. There is no structural information about this putative 
transmembrane domain, and this segment was thus not incorporated into the 
modeling process, and in the final model. Such a "free" segment (with no 

15 constraints) would perturb the convergence of computation or the stability of the 
whole rebuilt structure. 

The quality of the various structures optimized under XPLOR was checked for the 
stereochemical quality (backbone and side chain conformation) by PROCHECK 

20 (Laskowski et al. 1993). The Ramachadran plot shows that our six-template 
approach generated converging models, possessing the same fold. The lowest 
energy models had 73% of their non-glycine and non-proline residues with 9. V 
conformation in the most favoured regions of the Ramachandran plot (core region), 
20% in additional allowed regions, and 5% in the generously allowed regions. Only 

25 2.3% (9 residues) had their q>, y conformation in disallowed regions (Figure 2). 
The total number of residues in the model is 452; which 399 are non-glycine and 
non-proline residues, and number of residues in the native sequence is 502. 

When compared to the CYP2C5 crystal structure, it can be noticed that the 
30 CYP3A4 model exhibits a good 3D similarity in the global fold than expected, since 
this structure counts only for one in the six-template approach. This proves that in 
this approach, there is no "averaging" effect, Le. the mammalian structure had a 
decisive influence over the five bacterial (and fungus) templates. Our final fold of 
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CYP3A4 is very consistent with a mammalian one, despite the fact that it has been 
rebuilt by using the structural information contained in non-mammalian 
cytochromes P450. 

5 The active site is delimited by the six substrate recognition sites (SRS) that have 
been first identified and described by Gotoh (Gotoh 1992) from the unique structure 
available in the early 1990s O^Oc™), and that are today commonly accepted for 
depicting substrate recognition by various cytochromes P450 (especially from the 
family 2, but extended to other P450 families). These sites are associated with the 
10 active site and are located in the less conserved regions of the CYPs, thus possibly 
accounting for the various substrate specificity among P450s. When comparing our 
various optimized structures, it is found that SRS1 (100-125, includes helix B), SRS 
2 (205-218, includes C-terminus of helix F), and SRS3 (237-249, includes N- 
terminus part of helix G) are located in less-defined regions, with significant 
15 variability in spatial position (flexibility). These regions correspond alsoto parts of 
the sequence that are less well-aligned. At the opposite, the SRS4 (295-320, central 
part of helix I), SRS5 (363-380, C-term of helix K and p-sheet pl-4) and SRS6 
(470-490, p-sheets P4-1 and P4-2) are well-defined fragments of the structures. 
SRS4 and SRS5 segments in particular are correlated to regions in the sequence that 
20 are unequivocally aligned. 



25 
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The only model structure of CYP3A4 that has been described in the literature and 
that we can handle for structural comparison, is that of Szklarz and Halpert, derived 
from a multiple-template approach (four-bacterial template) (Szklarz and Halpert 
1997). Roughly, the same secondary structures are identified, but we found 
divergences in SRS location between their model and those derived from the 
present approach. SRS4 and SRS5 match well, but SRS2 is shifted (divergence in 
the position of helix F along the sequence), while SRS1 (helix B'), SRS3 (helix G) 
and SRS6 (sheet p4) are more notably displaced. The loops connecting the 
secondary structures of these SRS significantly disagree. These differences are 
likely to issue from a wrong alignment with the crystal P450 structures in the model 
of Szklarz and Halpert.. 
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Rvam ple 2; Docking Strategy 

5 Our aim was to obtain the different positions of the known substrates of CYP3A4 in 
the active site, consistent with the oxidation sites. Considering the fact that the 
heme-binding site is deeply buried in the protein structure, and thus the selection 
and the pathway of the substrates within the enzyme structure are strongly 
dependent on the various possibilities of structure opening, we implemented a 

10 special approach more appropriate to flexible structures, hereafter referred as 
"restrained dynamics docking" or "soft-restrained restrained dynamics docking". 
This technique employs constrained dynamics simulations, where the only 
constraints are heme-substrate distances. The successive steps are: 

15 Conversion of the PDB XPLORfde in PDBfor SYBYLfile 

The optimized structures with XPLOR (PDB format) are visualized with the 
SYBYL 6.6 software (Tripos Inc.), which implies a conversion of the file (atomes 
types correction) so as to make it compatible and exploitable in the constrained 
dynamics which will be performed with SYBYL. 



20 



Stabilisation du modele de P4S0 3A ge'nere sous XPLOR 

Then, we do agregate N° 1 (in the meaning of SYBYL) with all the NC a CO atomes 
of the peptide backbone of the protein. The structure is relaxed with a dynamic of 
10ns at 100K follwed by a une minimization of 100 pas. Agregate N"l is then 
25 deleted. 

We do agregate N°2 constituted of the protein C a only. The protein relaxation is 
reiterated with a dynamic of 10 ns at 100K and une minimization of 100 pas. 
Agregate N°2 is then deleted. 



30 



The all protein is then relaxed with a first dynamic of Ins at 100K, followed by a 
dynamic of Ins at 200K and a dynamic of 10ns at 300K. We terminate with a 
minimization of 100 pas. 
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Restrained dynamics docking of the substrate (example: testosterone) 
We do agregate N°3 constituted of all atomes outside a sphere of 20A around the C a 
of residues constituting the heart of the B' loop. We also add hemetic iron to this 
5 aggregate. 

The substrate is placed inside the protein, at around 30A from the hemetic iron and 
next to SRS1 and SRS5 sites. The substrate is placed so that the contraints between 
the hemetic iron and the substrate backbone go between SRS1, SRS5 and SRS3. 
Thus, when testosterone is docking, we esthablish 4 distance contraints (limit below 
10 3A, above 10A) between hemetic iron and C3, C8, CIO and C13 carbones with a 
contrain of 2 kcal/A on the entire structure so as to avoid to favour the approach of 
one part of the substrate more than the other. 

We begin to perform a dynamic without contraints of the entire system at 20 K 
15 during 2ns to stabilize the system, then we perform a dynamic under contraints at 
20 K during 5ns. We observe that the substrate worms between SRS1, SRS3 et 
SRS5 to reach a position at the vicinity of hemetic iron. We terminate with a 
dynamic without contrains at 300 K to relax the system and we realize a 
minimization of 1 000 pas. 

20 

Results 

We found that the testosterone molecule is positioned at the vicinity of hemetic iron 
in such way that the C6 of testosterone be at 4.9A of the iron, which is compatible 
with the hydroxylation of this compound to give 6p-hydroxy-testosterone (Figure 
25 4). 

Minimizations and dynamics with the SYBYL software are performed with the 
Tripos force field following the parameters: dielectric constant equal to 1 and 
distance-dependent, minimization method of POWELL, a minimum gradient of 
0.05kcal.mor , .A-', electrostatics charges calculated according to the Gasteiger- 
30 HQckel method, and a NB cutoff of 8.0A (non-bond energies). The energetic 
diagram of dynamic docking of testosterone is shown in Figure 5. 
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Claims 



1. A method for designing a 3-dimentional (3-D) model of a protein, the 3- 
dimentional representation of at least three family members has already been 
experimentally obtained, [said 3-dimentional representation presenting 
similarities], comprising the steps of: 

a. identification of common structural blocks (CSB) among said members of said 

family, 

b. alignment of the amino-acids primary sequence of said family members 
according to said structural similarities, represented by said CSBs, in order to 
obtained a first alignment, 

c alignment of said protein as compared on said first alignment, in order to obtain a 

second alignment, wherein: 

i. alignment of said protein is performed in order to maximize the 
amino-acids alignment between said protein and said first alignment, 

when one or more consensus amino-acid exists in said aligned 
structural blocs in said first alignment, and in the amino-acid 
sequence of said protein, said consensus amino-acids are anchors 
of said second alignment, 

ii. no insertion or deletion of amino-acids can be performed in the 
aligned CSBs, wherein insertion or deletions are possible in non-aligned 
structural blocks, if better to align the primary amino-acids sequences, 

d. definition of the atomic 3-D structure of structural blocs of said protein, 
according to the 3-D structure of the blocks of said family members, 

e. definition of the local constraints (distance and angles) for the atoms that are 
not structurally determined after step d. (that are not in the conserved structural 
blocks), 

f. selection of rotamers, 

g. determination of a family of whole 3-D model structures of said protein, 
taking into account said atomic 3-D structure of structural blocs obtained in step d., 
said local constraints defined in step e., and said rotamers defined in step f., 
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optimization of said family of 3-D models obtained in step g., by 
discarding sequences that present topological defects, and 
. recalculating 3-D structures by taking electrostatic forces into account, 

and performing the method again from step c. downward, with 
modifications in the alignment between the primary sequence of said 
protein and said first alignment, when the obtained model structures 
do not take into account known mutations having biological effects. 
The method of claim 1, wherein said 3-dimentional representation of family 
members has been obtained by crystallography or NMR. 
The method of claim 1, wherein said alignment of said common structural 
blocks in step b. is performed by use of the GOK software as described in 
Jeanetal., 1997. 

. The method of claim 1, wherein said alignment of said common structural 
blocks in step c. is performed by use of the GOK software as described in 
Jeanetal., 1997. 

5. The method of claim 1, wherein step d. is performed according to the 
following rules: 

i. at a given position, when residues are identical between all the template 
structures and the target sequence, the 3D coordinates of the reference 
residues are purely assigned to the target residue, 

ii. When residues differ, only the coordinates of the backbone atoms are 
assigned (Co:), and sometimes Cp when they exist. 

6. The method of claim 1, wherein said definition of local constraints in step e. 
is performed by analysis of the allowed regions in Ramachandran diagram. 

7. The method of claim 1, wherein distances and angles are selected in step e. 
by the following rules: 

i. all distances for which the lower bondary was less than 8 A. 

ii. all the distances involving at least one side-chain atom, to preserve the 
spatial arrangement between CSBs 

iii. all the distances involving atoms of any active group such as an heme 
group, to fix as much as possible the neighborhood of said active group, 
such as an iron atom. 
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8. The method of claim 1 , wherein angular constraints are selected in step e. by 
the following rule: 

i. dihedral angles * and y of all residues located in CSBs are defined as 
constraints, given by the average values of corresponding y angles in said 
family members +/- the standard deviation 

9. The method of claim 1, wherein said rotamers in step f. are selected from the 
couples according to the tables of Dunbrack and Karplus, where the choice of 
rotamers of a given amino acid is guided by the most favored zones in 
Ramachandran xi, Hz maps. 

10. The method of claim 1, wherein said step g. is performed with the DYANA 
software, as described in Guntert et al, 1 997. 

11. The method of claim 1, wherein said optimization in step h. comprises the 
use of the X-Plor software, as described in A. T. Brunger, X-PLOR, version 
3.1. A system for X-ray crystallography and NMR, Yale University Press, 
New Haven, CT (1992) and A. T. Brunger, Molecular replacement with X- 
PLOR: PC-refinement and free R value. In: Proceedings of the Daresbury 
Study Weekend on Molecular Replacement, Daresbury, United Kingdom 
(1992), 49-61. 

12. The method of claim 1, wherein said protein is a cytochrome P450. 

13. The method of claim 12, wherein said protein is cytochrome P450 3A4 (SEQ 
IDN°1) 

14. The method of claim 12, wherein said family members that are used for 
performing said first alignment are chosen from Nor, (SEQ ID N° 2), Ery F 
(SEQ ID N° 3), terp (SEQ ID N° 4), Cam (SEQ ID N° 5), BM3 (SEQ ID N° 
6)and2C5(SEQIDN°7). 

15. A model 3-D structure of a protein, obtained by the method according to 

claim I. 

16. The model of claim 15, wherein said protein is cytochrome P450 3A4. 

17. The model of claim 16, wherein the residues C97; R104; F101; F107; F247; 
F303 and C376 are responsible for the recognition of the substrate at the 
entry site and into the active site. 

18. The model of claim 16, having the three dimensional atomic coordinates of 

Table 1 , for C-a, and the (<fr, vy) couples of Table 2. 
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19. A method for designing a protein, biological functions of which are altered, 
comprising: 

a) obtaining a 3-D model of said protein by the method of claim 1, 

b) analyzing said model of step a., and determining the amino-acids that are 
putatively involved in the biological functions of said protein, 

c) changing said amino-acids by mutating the corresponding nucleotides on 
the nucleic acid sequence coding for said protein, in order to obtain a 
mutated protein having altered properties. 

20. A computer-assisted method for performing restrained dynamics docking of 
a substrate on an enzyme, a 3-D structure of which is available, comprising 
the steps of 

j. determining a force field, and independently simulating the presence of 
said enzyme in said force field, 

k. minimizing the potential energy (Ep) linked to said force field of said 3-D 
structure, wherein the spatial position some atoms of said enzyme is fixed, 
and wherein the other atoms are mobile, by allowing mobility of the mobile 
atoms, by 

i. simulating an increase in temperature (in order to give kinetic 
energy), 

ii. and minimizing the potential energy by re-specifying the 
temperature as 0 Kelvin (K) 

1. optionally repeating step b in order to obtain other Ep minima, wherein 
said Ep minima are such that the structure of the protein remains folded, 
m. minimizing Ep in said force field of said 3-D structure, wherein all the 
atoms of the protein are mobile, by 

i. simulating an increase in temperature (in order to give kinetic 

energy), and 

ii. minimizing the potential energy by re-specifying the 
temperature as 0 Kelvin (K) 

n. simulating, at 0 K the presence of said substrate next to said enzyme, 

o. optionally generating a dynamic on said substrate and enzyme (simulating 

an increase in temperature, in order to allow mobility of the atoms) 
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p. generating some constraints to said substrate, in order to impose that it 
has interaction with said enzyme, 

q. generating a dynamic on said substrate and enzyme, with said constraints 
imposed in step p., 

r. optionally, generating a dynamic on said substrate and enzyme without 
said constraints of step p. 

21. The method of claim 20, wherein said fixed atoms in step k. are the 
backbone atoms N-Ca-CO in the first minimization step and only Cot in 
subsequent minimization steps. 

22. The method of claim 20, wherein said kinetic energy is simulated by 
temperature increase to about 100 K for about 5-20 ns. 

23. The method of claim 20, wherein said force field in step j. comprises forces 
linked to 

a. the distance between atoms, 

b. the angles of valence, 

c. the diedric angles, 

d. the deformation with regard to plan, 

e. the electrostatic field, 

f. the Van der Waals forces, 

g. hydrogen bonds. 

24. The method of claim 20, wherein said constraints in step p. are attraction 
constraints to force said substrate in the active site, and wherein said 
constraints are not prejudiced to the exact spatial conformation of the 
substrate in the active site. 

25. The method of claim 24, wherein said constraints are final distance 
constraints between some atoms of said substrate and some atoms of amino- 
acids present in said active site. 

26. The method of claim 20, wherein step o. is performed with a simulated 
temperature of between about 15 and 50 K. 

27. The method of claim 20, wherein step q. is performed with a simulated 
temperature of between about 1 5 and 50 K. 

28. The method of claim 20, wherein step r. is performed with a simulated 
temperature of between about 200 and 350 K. 
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29. The method of claim 20, wherein said enzyme is a cytochrome P450. 

30. The method of claim 21, wherein said cytochrome is cytochrome P450 3A4, 
and said structure is the structure obtained by the method of claim 13, in 
particular the model structure of claim 18. 

31. The method of claim 29, wherein said substrate is a small organic compound 
which size can range for example from MW 288 (testosterone) to MW 1203 
(cyclosporine A). 

32. The method of claim 31, wherein said substrate is testosterone. 

33. A computer-assisted method for performing restrained dynamics docking of 
at least two substrates on an enzyme, a 3-D structure of which is available, 
comprising the steps consisting of performing the steps depicted in claim 20 
with a first substrate and repeating said steps with a second substrate when 
the first substrate reaches an unconstrained molecular dynamic. 

34. The method of claim 33, wherein the first and second substrates are the same 
molecule. 

35. The method of claim 33, wherein the first and second substrates are different 
molecules. 

36. The method of claim 34, wherein the first and second substrates display an 
allosteric effect 

37. The method of claim 34, wherein the first and second substrates display a 
synergistic effect. 

38. The method of claims 34 and 35, wherein at least one of the substrates is an 
inhibitor or display an inhibitor-base mechanism. 

39. The method of claims 34 and 35, wherein at least one of the substrates is an 
agonist. 

40. The method of claim 33 comprising successively repeating the steps of claim 
20 with a 3 rd , 4 th or 5 th substrate, some of them being the same or different 
molecules. 

41. The method of claim 33, wherein said fixed atoms in step k. are the 
backbone atoms N-Ca-CO in the first minimization step and only Ca in 
subsequent minimization steps. 
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42. The method of claim 33, wherein said kinetic energy is simulated by 
temperature increase to about 100 K for about 5-20 ns. 

43. The method of claim 33, wherein said force field in step j. comprises forces 
linked to 

a. the distance between atoms, 

b. the angles of valence 

c. the diedric angles, 

d. the deformation with regard to plan, 

e. the electrostatic field, 

f. the Van der Waals forces 

g. hydrogen bonds 

44. The method of claim 33, wherein said constraints in step p. are attraction 
constraints to force said substrate in the active site, and wherein said 
constraints are not prejudiced to the exact spatial conformation of the 
substrate in the active site. 

45. The method of claim 44, wherein said constraints are final distance 
constraints between some atoms of said substrate and some atoms of amino- 
acids present in said active site. 

46. The method of claim 33, wherein step o. is performed with a simulated 
temperature of between about 15 and 50 K. 

47. The method of claim 33, wherein step q. is performed with a simulated 
temperature of between about 15 and 50 K. 

48. The method of claim 33, wherein step r. is performed with a simulated 
temperature of between about 200 and 350 K. 

49. The method of claim 33, wherein said enzyme is a cytochrome P450. 

50. The method of claim 49, wherein said cytochrome is cytochrome P450 3A4, 
and said structure is the structure obtained by the method of claim 13, in 
particular the model structure of claim 18. 

51. The method of claim 33, wherein said first and second substrates are small 
organic compounds which size can range from MW 288 (testosterone) to 
MW 1203 (cyclosporin A). 

52. The method of claim 51, wherein said substrate is testosterone. 
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53. The use of the method according to claim 20 or 33 for screening, designing 
or identifying natural, unnatural substrates or substrate analogs, as well as 
inhibitors, activators or modulators of said enzyme. 

54. The use of the method according to claim 33 or 40 for determining the effect 
of a first substrate on a second substrate. 

55. The use according to claim 54 applied to pharmaceutical products. 

56. The use of the method according to claim 33 or 40 for determining the effect 
of a first testosterone molecule on a testosterone molecule. 

57. The use of the method according to claim 33 or 40 for determining the effect 
of a testosterone molecule on alpha-naphtoflavone. 

58. The use of the method according to claim 20 to 40 for determining the 
oxidative modification of the substrate according to the proximity to 

the heme of a part of the substrate. 

59. The oxidized or reduced molecule derived from a given substrate modified 
after positioning at the right distance to the heme is called metabolite 

60. The use of the method according to claim 20 to 32, or 33 to 40, for 
performing dynamic docking of the said metabolite, either in the absence or in 
the presence of the second substrate in the calculation. 

61. The use of the method dynamic docking to compare the energy of the bound 
metabolite relatively to the energy of its parent substrate bound, in order to 
determine if the exit of the given metabolite from the enzyme is favored or not. 
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SEQUENCE LISTING 



SEQ ID No 1 

5 ^LgTtarts at Ala 1 (first residue Met is not included, 
consistently with SwissProt CP34_HUMAN P08684) 

1 alipdlamet wlllavslvl lylygthshg lfkklgipgp tplpflgnil 
10 syhkgfcmfd 

61 mechkkygkv wgfydgqqpv laitdpdmik tvlvkecysv ftnrrpfgpv 
gfmksaisia 

15 121 edeewkrlrs llsptftsgk lkemvpiiaq ygdvlvrnlr reaetgkpvt 
lkdvfgaysm 

181 dvitstsfgv nidslnnpqd pfventkkll rfdfldpffl sitvfpflip 
ilevlnicvf 

241 prevtnflrk svkrmkesrl edtqkhrvdf lqlmidsqns keteshkals 
dlelvaqsii 

301 fifagyetts svlsfimyel athpdvqqkl qeeidavlpn kapptydtvl 
25 qmeyldmvvn 

361 etlrlfpiam rlervckkdv eingrofipkg wwmipsyal hrdpkywtep 
ekflperfsk 

421 knkdnidpyi ytpfgsgprn cigmrfalmn mklalirvlq nfsfkpcket 
qiplklslgg 

481 llqpekpvvl kvesrdgtv3 ga 
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